LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125117.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 18 24 29 rVB 1141011 1505032 37.44% 3.534%
2 2.581 76 84 89 rvB 37917 67520 1.68% 0.159%
3 5.145 512 520 527 rVB 149916 176721 4.40% 0.415%
4 5.534 581 586 589 rBV 3627678 3541326 88.09% 8.316%
5 6.534 750 756 759 rBV 3391955 3613168 89.88%  8.485%
6 6.916 818 821 825 rVB 1324409 1049179 26.10% 2.464%
7 7.481 912 917 920 rBV 2506860 2386606 59.37% 5.605%
8 8.098 1018 1022 1027 rBV 773493 654291 16.28% 1.537%
9 8.198 1035 1039 1042 rBV 1596536 1347376 33.52% 3.164%
10 9.274 1217 1222 1225 rBV 4271020 4019923 100.00% 9.440%
11  9.386 1237 1241 1253 rVB 145511 155864 3.88% 0.366%
12 9.957 1334 1338 1341 rBV 1793622 1459244 36.30% 3.427%
13 10.251 1383 1388 1393 rBV2 35502 44415 1.10% ©0.104%
14 10.745 1467 1472 1475 rBV 2678848 2446946 60.87% 5.746%
15 10.869 1488 1493 1496 rVB2 39152 51889 1.29% 0.122%
16 11.304 1560 1567 1571 rBV5 30717 48540 1.21% 114%

17 11.445 1587 1591 1593 rBV 1584111 1427628 35.51%
18 11.468 1593 1595 1597 rVB 243586 192310 4.78%

NOO WO
»
U1
N
R

19 11.833 1654 1657 1659 rBV 58968 47156 1.17% 111%
20 11.968 1676 1680 1687 rVB2 1051866 1000689 24.89% 350%
21 12.051 1691 1694 1697 rBvV2 108021 109991 2.74%  ©.258%
22 12.080 1697 1699 1702 rVB 62293 50800 1.26% 0.119%
23 12.139 1705 1709 1713 rBV 78512 94845 2.36% 0.223%
24 12.239 1723 1726 1728 rBV 50075 42203 1.05% ©.099%
25 12.386 1744 1751 1754 rBV3 36397 54424 1.35% 0.128%
26 12.492 1766 1769 1772 rBV 94555 112096 2.79% 0.263%
27 12.539 1772 1777 1781 rVV3 214144 291788 7.26% ©.685%
28 12.574 1781 1783 1789 rVB3 57056 59341 1.48% ©.139%
29 12.627 1789 1792 1794 rBV 56490 55615 1.38% 0.131%
30 12.657 1794 1797 1803 rVV 565614 529795 13.18%  1.244%
31 12.704 1803 1805 1810 rVB6 34904 41765 1.04% 098%

32 12.751 1810 1813 1820 rBV 647132 619173 15.40%
33 12.886 1830 1836 1841 rVV 523178 581340 14.46%
34 12.933 1841 1844 1849 rVB4 39472 57174  1.42%
35 13.033 1856 1861 1864 rVB 3446878 3362355 83.64%

NoOoORrPrOo
w
<))
%]
R

36 13.098 1866 1872 1876 rBVv4 56664 100524 2.50% 0.236%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.210 1889 1891 1894 rVB 93152 87248 2.17%  ©.205%
38 13.257 1894 1899 1901 rBV 135676 175292 4.36% ©0.412%
39 13.274 1901 1902 1906 rVV 117624 127253 3.17% 0.299%
40 13.315 1906 1909 1912 rVB2 77555 79127 1.97% 0.186%
41 13.439 1928 1930 1933 rBV 55132 51666 1.29% ©0.121%
42 13.474 1933 1936 1940 rVB2 112221 103040 2.56% 0.242%
43 13.715 1971 1977 1982 rBV2 75966 99225 2.47% 0.233%
44 13.833 1992 1997 2000 rBV3 42796 64708 1.61% ©.152%
45 13.933 2010 2014 2031 rBv4 364145 998563 24.84%  2.345%
46 14.080 2034 2039 2042 rVV2 1066184 1216050 30.25%  2.856%
47 14.109 2042 2044 2046 rVV 244515 193153 4.80% ©.454%
48 14.139 2046 2049 2052 rVB2 56576 58811 1.46% ©.138%
49 14.468 2100 2105 2108 rBV 56174 69862 1.74% 0.164%
50 14.504 2108 2111 2114 rVB2 47531 43704 1.09% ©.103%
51 14.551 2116 2119 2121 rBV 179472 177830 4.42% ©.418%
52 14.580 2121 2124 2138 rVB5 248213 740848 18.43%  1.740%
53 14.768 2153 2156 2160 rBV3 86727 109660 2.73% 0.258%
54 14.868 2169 2173 2176 rBV 84772 82172 2.04% ©.193%
55 15.015 2194 2198 2206 rVB 169105 215220 5.35% ©.505%
56 15.133 2212 2218 2222 rBV 197737 346202 8.61% 0.813%
57 15.221 2228 2233 2236 rBV 640615 767121 19.08% 1.801%
58 15.298 2238 2246 2259 rVV6 181980 625502 15.56% 1.469%
59 15.392 2260 2262 2266 rVB4 41773 49781 1.24% 0.117%
60 15.451 2268 2272 2276 rVV 114543 136230 3.39% ©.320%
61 15.509 2278 2282 2289 rVV 185428 239015 5.95% ©.561%
62 15.580 2289 2294 2297 rVV 770460 976184 24.28%  2.292%
63 15.609 2297 2299 2306 rVB3 118540 145256 3.61% 0.341%
64 15.821 2330 2335 2345 rVB2 168662 252775 6.29%  ©.594%
65 16.068 2371 2377 2382 rVB 439366 640318 15.93% 1.504%
66 16.192 2387 2398 2403 rBV4 159534 503017 12.51% 1.181%
67 16.315 2416 2419 2428 rVB9 48451 103055 2.56% ©0.242%
68 16.592 2462 2466 2470 rBV3 29740 50958 1.27% ©.120%
69 16.750 2489 2493 2506 rVB9 47076 134592 3.35% 0.316%
70 16.898 2512 2518 2527 rBV3 153505 301545 7.50% ©.708%
71 17.080 2544 2549 2559 rVB2 74705 154673 3.85% ©.363%
72 17.209 2567 2571 2577 rVB 48245 85861 2.14%  0.202%
73 17.403 2589 2604 2610 rBV3 166560 584180 14.53% 1.372%
74 17.533 2621 2626 2632 rVB2 50610 93083 2.32% 0.219%
75 17.762 2658 2665 2669 rBv8 41179 121803 3.03% ©0.286%
76 17.892 2682 2687 2693 rBV10 21863 54228 1.35% 0.127%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 18.309 2753 2758 2765 rVB9 34277 80786 2.01% 0.190%
78 18.592 2801 2806 2808 rBve 23323 43887 1.09% 0.103%

Sum of corrected areas: 42582536
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
BF125117.D

: 19 Aug 2021 16:38

Ju/CaG

: M3449-16

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

2.228

2.581

TIC: BF125117.D\data.ms

5.534
6.534

7.481

6.916

5.145

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

\
(L L LA L LA L DL L L B L L B L B L LN B R

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

9.274

8.198

8.09

9.957

TIC: BF125117.D\data.ms

13.033

10.745

11.445

11.968

11468
11.30:

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

0'

10.00

ﬂg.eeg
e e e

10.50 11.00 11.50
TIC: BF125117.D\data.ms

10.251

12.50

13.00

13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 28.69 ng 1505030 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 28

Abundance  Scan 24 (2.228 min): BF125117.D\data.ms (-18) (-) m/z 73.00 100.00%

73.0
5000 43.0 A
87'1 \‘\\\\‘\\\\‘\\\
‘ 2.20 2.40 2.60
0 mwww”“HwHw,‘wwmww,wwww m/z 43.80  45.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B
43.0 220 240 2.60
87.0 m/z 55.00 34.54%
\ \‘ 90 If
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
—
2.20 2.40 2.60
5000 m/z 87.10 24.06%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol —
73.0 220 2.40 260
87.0 m/z 41.00 14.10%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ e e B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60

8270-BF081821.M Fri Aug 20 12:49:58 2021 Page:




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.145 3.37 ng 176721 1,4-Dichlorobenzene-d4 6.916

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Octanol 130 C8H180 000589-98-0 36
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 33
Abundance Scan 520 (5.145 min): BF125117.D\data.ms (-512) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0
‘ 83.0 4.80 5.00 5.20 5.40
0 bt el e e M/Z 59.00 56.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B LI LA LA BN R I
4.80 5.00 5.20 5.40
101.0 m/z 101.00 16.57%
290 n 8%0
O\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e AR RmaEE S
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.55%
29.0 101.0
oo bl 730 80 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol R maa R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.57%
5000 83.0
41.0 101.0
27ﬁ
O‘H"H‘M‘““HJMMH"Jup‘uq‘u‘wlu“u‘w‘u‘\u‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38

Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8098 9.71ng 654291 Naphthalene-ds 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 Car1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78

3 Ethylene glycol monoisobutyl ether 118 C6H1402

4 Ethanol,

5 Butyl 1

actate

2-[2-(2-methylpropoxy)e...

162 C8H1803
146 C7H1403

Abundance Scan 1022 (8.098 min): BF125117.D\data.ms (-1018) (-)
57.0

004439-24-1 59
018912-80-6 56
000138-22-7 47

m/z 57.00 100.00%

5000 ﬂu¥
750 T e
7.80 8.00 8.20 8.40
9l W 2010 1310 P
Ol Ml gl T e m/z 45.80  99.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LU BN L L B L B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  34.32%
O L ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-10}0‘\0\ T ’ \]_\3\2\0‘ T T ’ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T T PR
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 17.08%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether T e T
57.0 7.80 8.00 8.20 8.40
m/z 75.00 15.40%
5000
29.0 75.0
0 e SR LN —
m/z--> 20 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.969 14.02 ng 1000690  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 1680 (11.968 min): BF125117.D\data.ms (-1676) (1 m/z 60.00 100.00%

60.0
5000
129.1
8 213.2 L
‘ ﬂ‘ 157.1185.1 ‘ 256.1 12.00
om,w‘i‘:‘w il “MHH‘M‘:mmH‘W‘H‘M_www‘w m/z 43.00 97.39%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 IR
129.0 12.00
213.0 m/z 72.95 96.19%
L) HH 157.0185.0
O\H’\l\\‘}‘\\”\”\H‘{‘\‘H!\H“‘\\‘”‘}‘\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘\H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
.
12.00
5000 129.0 ITI/Z 57 .00 86.02%
171.0
214.0
0159?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid =
43.0 ,73.0 12.00
m/z 55.00 81.32%
5000 129.0
199.0
s e T
O%ﬁﬂh“wﬁﬂMﬁNmﬂ“WMMM‘HJMﬂWJHWHH_‘H_HWH P
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00

8270-BF081821.M Fri Aug 20 12:50:00 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclopropaneoctanoic acid, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.539 4.09 ng 291788  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 91
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 87

Abundance Scan 1777 (12.539 min): BF125117.D\data.ms (-1772) (-~ m/z 55.00 100.00%

55.0
5000
T \
12.50
0 m/z 41.00 59.88%
miz-> 50 100 150 200 250 300
Abundance #176294: Cyclopropaneoctanoic acid, 2-hexyl-, methyl es
55.0
5000 = :
87.0 12.50
m/z 69.00 51.16%
23.0
166.0 208.0 250.0
02‘5“0“‘”“ “ ‘\ u‘m:\\ ‘\h‘uu‘n\\”‘h ‘\H ‘\\‘ T ‘\\ ]
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
T :
12.50
5000 ITI/Z 74 .00 44 ,30%
264.0
. 180.0 2220 206.C
Miz-> 50 100 150 200 250 300 /& j\
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester LV S B R e
55.0 12.50
m/z 83.00 40.63%
5000 87.0
23.0
‘ ‘ W | 1800 2220 2640,
02‘5“0“ ‘\“ ‘\‘m‘ “ uw \‘\“‘\\H‘MHU\ w‘“\ ol “ - i ‘ ‘H‘ = “' =
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 11
R.T. EstConc Area Relative to ISTD R.T.
12.751 8.67 ng 619173  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 1813 (12.751 min): BF125117.D\data.ms (-1810) (- m/z 43.00 100.00%

43.0
5000
129.1
185 1 U CTT
24?‘ 2 284.1 12.50 13.00
oH‘ L. o Jm;uuh e m/z 56.95 87.58%
miz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 2840 U U
185.0 241.0 12.50 13.00
m/z 59.95 86.17%
0! HM\ i “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ .
miz-> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
P =
12.50 13.00
5000 129.0 m/Z 72.95 83.80%
H‘ ‘ 171.0 213.0 256.0
oL— ‘ Hw\h‘\ u‘\ al \ “ ““‘\‘ ““\‘ , “\‘ R
miz-> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e —r=
43.0 12.50 13.00
m/z 55.00 79.49%
5000 284.0
3.0 1290
H | 1850 2410
R =" D VP8 SO
mlz--> 100 150 200 250 300 350 12.50 13.00

8270-BF081821.M Fri Aug 20 12:50:01 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Oxalic acid, cyclobutyl pen... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.257  2.88ng 175292 Chrysene-d12 14.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, cyclobutyl pentadec... 354 C21H3804

2 1-Dodecanol, 2-octyl- 298 C20H420
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803
4 Oxalic acid, cyclobutyl heptadec... 382 C23H4204
5 1-Dodecanol, 2-hexyl- 270 C18H380

Abundance Scan 1899 (13.257 min): BF125117.D\data.ms (-1894) (-,

1010309-70-5 87
005333-42-6 87
1000382-90-3 87
1000309-70-7 87
110225-00-8 86

m/z 57.00 100.00%

57.0
5000
970 T ‘ T T ‘ T
| ‘ ‘ 939 O 188 9 222.1 13.00 13.50
o Ww‘ - e m/z 43.00 63.40%
miz--> 50 100 150 200 250
Abundance  #263833: Oxalic acid, cyclobutyl pentadecyl ester
55.0
5000 - i
13.00 13.50
m/z 55.00 52.14%
85.0 /
0 Ny 1 pes0 210.0 2550
T T T ‘ T T T T T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
— —
13.00 13.50
5000 97.0 ITI/Z 71.05 48.76%
39.0
Naiw h!‘ I I 1 1820 2240 2800
miz--> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester P ——
57.0 13.00 13.50
m/z 85.05 34.81%
5000
97.0
of oL ML L 4 [1270 16601960 269.0 ol Mt
m/z--> 50 100 150 200 250 13.00 13.50

8270-BF0O81821.M Fri Aug 20 12:50:02 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.933 16.42 ng 998563 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 2014 (13.933 min): BF125117.D\data.ms (-2010) (-]

m/z 57.00 100.00%

57.0
5000
—
‘ f&l 230.0 14.00
bbb UL e e m/z 43.00 0 85.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 T
14.00
50 m/z 55.00 74.82%
‘ \' 238.0
OHIM[ H\1‘\h\‘\j\“\“\\\‘\l\\\\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—
14.00
5000 ITI/Z 83.00 58.75%
f50 252.0
ol My 3090 648
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275085: Octadecy! trifluoroacetate —
57.0 14.00
m/z 69.00 51.23%
5000
5.0
L \ 224.0297.0
ol L 2280 e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00

8270-BF081821.M Fri Aug 20 12:50:03 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.551 2.92 ng 177830 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 81
2 Heptadecane 240 C17H36 000629-78-7 76
3 Pentadecane, 3-methyl- 226 Cl6H34 002882-96-4 72
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 64
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 2119 (14.551 min): BF125117.D\data.ms (-2116) (-~ m/z 57.00 100.00%
57.0

254.1 5.4‘56 |
L)L \\‘14111831 | ' 3
0yt ‘m B AL o o o o B B m/z 71.05 58.14%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T
14.50
m/z 43.00 56.05%
0 “\ e ‘\ ; }410183022502670 3230 380.(
\\\\‘ \\‘\ \\‘\\\\‘\\\\‘\\\\ \\\\’\\\\
m/z--> O 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
T \
14.50
5000 ITI/Z 85.10 42.91%
olsg | |1 [ mows0 200
m/z--> 50 lOO 150 200 250 300 350
Abundance #107229: Pentadecane, 3-methyl- —
57.0 14.50
m/z 55.00 25.10%
5000
197.0
‘ 41.0 ‘
O\H‘;“‘\“H“\“\‘H\‘\\H“HH‘HH‘HH,HH —
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF081821.M Fri Aug 20 12:50:03 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.580 12.18 ng 740848 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 90
5 n-Nonadecanol-1 284 C19H40e0 001454-84-8 87

Abundance Scan 2124 (14.580 min): BF125117.D\data.ms (-2121) (-} m/z 57.00 100.00%

510 971
5000
T \
“‘ \H H “ 139.0 2020 2561 296.1 14.50 .
bl el il il b e b m/z 97.10 83.05%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
53.0
97.0
5000 —— :
14.50
m/z 55.00  82.88%
O T \.di ‘\“ “ T ‘\‘ H‘ ‘1 \‘Fk\ ‘h ‘h T %820 \22\4\0\ ‘2\66\0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
T \
14.50
5000 m/z 83.05 81.49%
25.0
ol om0 200 a0
mfz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene — ‘
55.0 14.50
m/z 43.00 78.08%
7.0
5000
oo LI | MF? elo 308 A
m/z--> 50 100 150 200 250 300 14.50

8270-BF081821.M Fri Aug 20 12:50:04 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.015 4.41 ng 215220 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Eicosanal- 296 C20H400 002400-66-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 Hexadecanal 240 C16H320 000629-80-1 90
Abundance Scan 2198 (15.015 min): BF125117.D\data.ms (-2194) (- m/z 57.00 100.00%
57.0
5000 T J
15.00 |
251 166.0 205.1 272.1 :
Y 1.2400 m/z 43.00  87.59%
miz--> 50 100 150 200 250
Abundance #158569: Octadecanal
43.0, 82.0
5000 _—— :
15.00
J1 m/z 82.85 67.19%
222.0
ol M H‘ | 5201820 P17 2680
miz--> 50 100 150 200 250
Abundance #194557: Eicosanal-
82.0
43.0 — :
15.00
5000 m/z 55.00 60.08%
Wﬁo
278.0
oA AARRALE o0 zmo | 7T
miz--> 50 100 150 200 250
Abundance #158580 Oxirane, hexadecyl- —— ‘
2.0 15.00
m/z 95.95 44.34%
43.0
5000
11.0
52.0
0 — ‘ “H‘\ ‘HH H‘\‘ ”l \‘H\ M18H30\ \%2\2‘0\\‘ i2‘68‘9 . ; ‘ :
miz--> 200 250 15.00

8270-BF081821.M Fri Aug 20 12:50:05 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.221 15.72 ng 767121 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Nonadecane 268 C19H40 000629-92-5 89
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 2233 (15.221 min): BF125117.D\data.ms (-2228) (-~ m/z 57.00 100.00%

57.0
5000
== =
| 9.0 1411 15.00 15.50
oL b ‘m“ 1177 183122522080 3232 n/z 43.00  57.24%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 = =
15.00 15.50
m/z 71.05 55.06%
ol \ | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
= =
15.00 15.50
5000 ITI/Z 85.10 41.75%
9.0
oL L ”h‘ i \\ | 14}91830225026703090 367.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T =
57.0 15.00 15.50
m/z 55.00  22.72%
5000
9.0
1410
ol i iy T 0ms0serosmosea0 AL e
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF081821.M Fri Aug 20 12:50:05 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Hentetracontanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.298 12.82 ng 625502 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 58
2 Triacontan-15-o0l 438 C30H620 031849-26-0 58
3 1-Dotriacontanol, acetate 509 (C34H6802 023811-94-1 52
4 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 52
5 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 52

Abundance Scan 2246 (15.298 min): BF125117.D\data.ms (-2238) (- m/z 43.00 100.00%

43.0
5000
11
— —
268.0 15.00 15.50
83.0
0“H“LMLNMM&WWN‘MHM‘W“H,H‘W‘H‘_‘H,H‘W‘H‘_ m/z 57.00 92.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346255: 1-Hentetracontano
57.0
5000 S =
15.00 15.50
5.0 m/z 55.00 74.99%
0 “‘ “h1950 278.0343.0 432.0 502.0 572.0
‘HT\‘HH‘\H\‘\H\‘HH‘\H\‘\\H’\H\‘\H\‘HH’\H\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321443: Triacontan-15-0
57.0
—— —
15.00 15.50
5000 m/z 71.00 63.40%
125.0
241.0
ol [ 080 a180
Ban _‘H‘H‘W‘H‘_‘H“H‘_‘H,H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #339307: 1-Dotriacontanol, acetate == =
57.0 15.00 15.50
m/z 58.95 60.14%
5000
rrrh "H‘H‘W‘H‘_‘H“H‘_‘H,H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270-BF0O81821.M Fri Aug 20 12:50:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.821 5.18 ng 252775 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 87
2 Eicosanal- 296 C20H400 002400-66-0 87
3 Octadecanal 268 C18H360 000638-66-4 64
4 11-Tetradecyn-1-o0l acetate 252 C16H2802 033925-72-3 64
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 62
Abundance Scan 2335 (15.821 min): BF125117.D\data.ms (-2330) (- m/z 57.00 100.00%
57.0
- W/UJ\/u
== =
282.0 356, 15.50 16.00
oL —lt m/z 43.00 76.28%
mlz--> 50 100 150 200 250 300 350
Abundance #141014: Heptadecanal
43.0
82.0
5000 — S
15.50 16.00
m/z 82.00 70.05%
oL LAY im0 2000 oag
miz--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0 ey e
15.50 16.00
5000 m/z 55.00 60.49%
24.0
||| | 16602080 2780
0 L R A
miz--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal — T
43.0 82.0 15.50 16.00
m/z 96.00 51.15%
5000
24.0 250.0
| by, 1900, |
0 EN R R — —r—
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.068 13.12 ng 640318 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2377 (16.068 min): BF125117.D\data.ms (-2371) (- m/z 57.00 100.00%
57.0
o Jk‘
16.00 |
411 :
ol A ‘ L “ h% 18322252 2841 m/z 71.05 57.07%
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 = i
16.00
m/z 43.00 54.46%
LU L 141018302250 2610 3370 308
\\\‘\\\‘\\\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
16.00
5000 m/z 85.05 39.98%
ol L \ | F ‘1410183022502670 323.0 380.0
i T T
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T
57.0 16.00
m/z 55.00 20.47%
5000
9.0
“““““‘ “‘H e —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl16.192 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.192 10.31 ng 503017 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 38
2 Butyl hexacosyl ether 438 C30H620 1000406-41-0 38
3 17-Pentatriacontene 491 C35H70 006971-40-0 38
4 Butyl tetracosyl ether 410 C28H580 1000406-40-9 38
5 Butyl eicosyl ether 354 C24H500 1000406-40-7 38
Abundance Scan 2398 (16.192 min): BF125117.D\data.ms (-2387) (. m/z 43.00 100.00%
43.0
5000 97.0
| 000 0%
3.0208.1 280.0 ’ :
oH"Wl‘“‘“"m‘w_"Wm_m_m_m_m‘ m/z 59.00  93.20%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol
57.0
5000 111.0 /LWT f e
16.00 16.50
m/z 57.00 77.97%
ol ‘ \\\ L1|1070222.0 2920 3920
\\\\\f\‘\f\\‘\\\\‘l\\\[\\\\‘ \\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #321446: Butyl hexacosyl ether
57.0
== =
16.00 16.50
5000 m/z 58.00 71.03%
111.0
oL UL 167.0224.0280.0  364.0
i “w“ R e e S
miz--> 50 100 150 200 250 300 350 400 450 /\ J\
Abundance #336402: 17-Pentatriacontene TS e qooup
43.0 16.00 16.50
m/z 55.00 58.66%
5000 70
0 ﬂ | | 11530 210.0 267.0321.0 490.(
A e e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.750 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.750 2.76 ng 134592 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tetramethyl- 100 C6H120 005076-20-0 47
2 3,7-Dimethyl-1,2,3,7-octanetetraol 206 C10H2204 1000432-20-2 38
3 3-Heptadecanol 256 C17H360 084534-30-5 35
4 3-Pentadecanol 228 C15H320 053346-71-7 35
5 Diethylene glycol methyl ether, ... 270 C8H19Bro03Si 1000375-90-3 27
Abundance Scan 2493 (16.750 min): BF125117.D\data.ms (-2489) (- m/z 59.00 100.00%
59.0
5000
278.0
96.0
| 136.9 17715489 | 16.50 17.00
oL , M“ | ‘\HJ‘ \H!m ‘\H\H‘H\“\‘\ M‘H , \‘ “ \“ | U , . ‘\\‘ ‘\“\ m/z 43.00 72.90%
miz-> 50 100 150 200 250
Abundance #4342: Oxirane, tetramethyl-
59.0
5000 — ——
16.50 17.00
m/z 58.00 55.12%
100.0
O\\\\“”}\\‘\‘i\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #81992: 3,7-Dimethyl-1,2,3,7-octanetetraol
3.0 /\i\
Py ol o Ny
16.50 17.00
5000 109.0 m/z 55.00  36.78%
oL ‘\“‘ 7 '%M‘hhd‘\ MW\ ‘M‘ ‘15‘\3‘0‘ — — W
miz--> 50 100 150 200 250
Abundance #143650: 3-Heptadecanol T —
59.0 16.50 17.00
m/z 71.00 34.31%
5000
227.0
ok \;‘\‘n“; “‘ ‘%3?'?‘ : — “‘ e —— ——
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.898 6.18 ng 301545 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 78
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 76
3 Tetradecanal 212 C14H280 000124-25-4 68
4 Octadecanal 268 C18H360 000638-66-4 64
5 Eicosanal- 296 C20H400 002400-66-0 53

Abundance Scan 2518 (16.898 min): BF125117.D\data.ms (-2512) (- m/z 57.00 100.00%
57.0

5000 9.0 2181 M
37.9
i \H‘H “ﬁ\.‘ \\H‘ \i\h 1730“2‘08‘9 \245

—
o | 16.50 17.00
0 h S m/z 43,00 83.31%

miz--> 50 100 150 200 250
Abundance #171306: Bicyclo[10.8.0]eicosane, cis-
55.0
96.0

5000 — —
2780 16.50 17.00

m/z 82.00 70.94%

37.0
T “‘ T ‘\M‘ H‘ iy H\ “‘ \178\0\0‘ \22\‘2-\0\ " T ‘\ ]
miz--> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl-

82.0

—T
43.0 16.50 17.00
5000 m/z 55.00 52.62%

0 bl 166.0 211.0 250.0 MM
T T \‘ T A “
m/z--> 50 100 150 200 250

Abundance #90088: Tetradecanal “ ——
57.0 16.50 17.00

m/z 83.05 46.67%
5000

1 M/\M\//
168.0
Ladol AL 970

[ 212.0
| e — —
miz--> 50 100 150 200 250 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl7.403 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.403 11.97 ng 584180 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol 214 C14H30e0 001653-32-3 47
2 3-Tridecanol 200 C13H280 010289-68-6 47
3 Undecanal, 2-methyl- 184 C12H240 000110-41-8 43
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 43
5 3-Hexadecanol 242 C16H340 000593-03-3 30

Abundance Scan 2604 (17.403 min): BF125117.D\data.ms (-2589) (- m/z 58.95 100.00%

59.0
5000
97.0
P
17.50
ob——ddi “H HLM s, s it 2631295 n/z a3.ee  77.13%
miz--> 50 100 150 200 250
Abundance #92358: 3-Tetradecano
59.0
5000 17
17.50
27.0 ‘ ‘ 97.0 185.0 m/z 58.00 71.31%
0 \M U‘“”‘ h”‘ \‘ \1\4\0‘0\ T LA s
m/z--> 50 100 150 200 250
Abundance #76020: 3-Tridecano
59.0
\ T ‘ T
17.50
5000 m/z 57.00 60.23%
97.0
‘ 171.0
IS 10 A Y
miz--> 50 100 150 200 250
Abundance #58922: Undecanal, 2-methyl- —
58.0 17.50
m/z 71.00 54.64%
ol ZOL L 39010 g0 e
m/z--> 50 100 150 200 250 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081921\
Data File : BF125117.D

Acqg On : 19 Aug 2021 16:38
Operator : JU/CG

Sample : M3449-16

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.228 28.7 ng 1505030 1 6.916 1049180 20.0
2-Pentanone, 4-... 5.145 3.4 ng 176721 1 6.916 1049180 20.0
Ethanol, 2-(2-b... 8.098 9.7 ng 654291 2 8.198 1347380 20.0
n-Hexadecanoic ... 11.969 14.0 ng 1000690 4 11.445 1427630 20.0
Cyclopropaneoct... 12.539 4.1 ng 291788 4 11.445 1427630 20.0
Octadecanoic acid 12.751 8.7 ng 619173 4 11.445 1427630 20.0
Oxalic acid, cy... 13.257 2.9 ng 175292 5 14.080 1216050 20.0
Heptadecyl hept... 13.933 16.4 ng 998563 5 14.080 1216050 20.0
Heptadecane 14.551 2.9 ng 177830 5 14.080 1216050 20.0
1-Heneicosanol 14.580 12.2 ng 740848 5 14.080 1216050 20.0
Octadecanal 15.015 4.4 ng 215220 6 15.580 976184 20.0
Heptacosane 15.221 15.7 ng 767121 6 15.580 976184 20.0
1-Hentetracontanol 15.298 12.8 ng 625502 6 15.580 976184 20.0
Heptadecanal 15.821 5.2 ng 252775 6 15.580 976184 20.0
Octacosane 16.068 13.1 ng 640318 6 15.580 976184 20.0
unknown16.192 16.192 10.3 ng 503017 6 15.580 976184 20.0
unknownl16.750 16.750 2.8 ng 134592 6 15.580 976184 20.0
Bicyclo[10.8.0]... 16.898 6.2 ng 301545 6 15.580 976184 20.0
unknownl7.403 17.403 12.0 ng 584180 6 15.580 976184 20.0
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