LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06 Instrument :
Operator : JU/CG BNA_F

Sample : M2048-06 ClientSampleld :
Misc : SB-02-13.5-14.0

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

Signal : TIC: BF123585.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 10 16 rBV 1792203 2461277 29.86% 3.986%
2 5.487 573 578 581 rBV 7050324 7241563 87.86% 11.728%
3 6.498 744 750 753 rBV 6810627 7335054 88.99% 11.879%
4 6.869 809 813 816 rBV 1577749 1336962 16.22% 2.165%
5 7.428 903 908 911 rBV 4553756 4901274 59.46% 7.937%
6 8.151 1027 1031 1034 rBV 2265272 1725614 20.94% 2.795%
7 9.233 1210 1215 1218 rBV 8866220 7649133 92.80% 12.388%
8 9.622 1278 1281 1285 rBV 306747 237631 2.88% 0.385%
9 9.910 1326 1330 1334 rVB 2209193 1927412 23.38% 3.121%
10 10.704 1460 1465 1468 rBV 6429056 5653077 68.59% 9.155%
11 11.398 1580 1583 1587 rBV 2266453 2054811 24.93%  3.328%
12 11.933 1668 1674 1682 rBV 927933 1203810 14.61% 1.950%
13 12.068 1694 1697 1701 rBV3 112225 125834 1.53% 0.204%
14 12.110 1701 1704 1710 rVV4 95784 150956 1.83% 0.244%
15 12.215 1714 1722 1737 rVB5 116825 548506 6.65% ©0.888%
16 12.721 1804 1808 1815 rBV 125091 154252 1.87% 0.250%

17 12.874 1831 1834 1841 rVB3 104301 146704 1.78% ©.238%
18 12.998 1850 1855 1858 rBV 8796965 8242305 100.00% 13.348%

19 13.451 1924 1932 1943 rVB2 246744 670181 8.13% 1.085%
20 13.904 2005 2009 2018 rBV2 676770 1103820 13.39% 1.788%
21 14.051 2029 2034 2037 rBV 1826881 1673283 20.30% 2.710%
22 14.215 2055 2062 2067 rBV 382983 713776  8.66%  1.156%
23 14.527 2111 2115 2117 rBV 104539 98807 1.20% 0.160%
24 14.839 2160 2168 2175 rBV 382997 723547 8.78% 1.172%
25 15.186 2223 2227 2232 rVB 124769 147261 1.79% ©.238%
26 15.533 2276 2286 2291 rBV 1027195 1625949 19.73%  2.633%
27 15.580 2291 2294 2300 rVB 112433 159564 1.94% ©.258%
28 15.927 2346 2353 2365 rBVv8 195730 680099  8.25% 1.101%
29 16.027 2366 2370 2375 rVB2 75560 132034 1.60% 0.214%
30 16.280 2408 2413 2427 rVB3 130803 357353  4.34% 0.579%
31 16.668 2474 2479 2490 rVB7 94307 233573 2.83% ©.378%
32 17.180 2559 2566 2567 rBv4 74655 146647 1.78% 0.237%

33 18.245 2741 2747 2758 rVB5 60751 186429 2.26% 0.302%

Sum of corrected areas: 61748498
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Apr 2021 11:06

: M2048-06

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\

BF123585.D

Ju/CaG

SB-02-13.5-14.0

: 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000
7000000
6000000
5000000
4000000
3000000
2000000
1000000

0

Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF123585.D\data.ms

5.487 6.498

7.428

.146 6.869

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

TIC: BF123585.D\data.ms
9.233 12.998

10.704

8.151 9.910 11.398

11.933

0
Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

9.%22 L P2088215 12.792.874
e — T T B B B e e e e e

! T T T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF123585.D\data.ms

3.451 14839 15186 18580 150282716.280 16.668 17.180 18.245

Time-->

T ‘ T T
15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

T T ‘ T T ‘ T
13.50 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  36.82 ng 2461280 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 10 (2.146 min): BF123585.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 J\
R ERRREI R R
“ 4 2.202.302.402.502.60
Ol il b 910 1154 1581 n; 0 43,05 50.57%
miz--> 0 20 40 60 80 100 120 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T T T T[T T T[T TT 7T
43.0 2.202.302.402.502.60
‘ ‘ m/z 55.00 37.61%
O \‘\\\\‘\\‘\\“1\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 80 100 120 140
Abundance #13739. 2,2,4—Tr|methyl—3—pentanol
73.0
RRERRRRIREEE L
2.202.302.402.502.60
5000 55.0 m/z 87.05 26.06%
290
w““‘w““u““ AR S
miz--> 0 60 80 100 120 140
Abundance #1995:SHane,teUanuﬂhyL R ERRRE e EaRmanaR R
73.0 2.202.302.402.502.60
m/z 41.05 17.19%
5000
43.0
15.0 H
0 “Hm‘_“m_”wm‘wm‘_m_m_m e ESSU—
m/z--> 0 20 60 80 100 120 140 2.202.302.402.502.60

8270-BF041521.M Mon Apr 19 15:25:49 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 11.72 ng 1203810 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1674 (11.933 min): BF123585.D\data.ms (-1668) (1 m/z 43.10 100.00%

43.1
73.0
5000
129.1
—
HW 711 2182 . 12.00
0“WH‘WLNN‘M ”Hﬂhﬂhumw‘un_ﬂ‘wuﬂwuuwh‘wu‘_ m/z 59.95 85.05%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
12.00
157.01g5 02130  256.0 m/z 72.95 81.33%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
T
12.00
5000 129.0 m/z 57.00 76.87%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid 1
43.0 73.0 12.00
m/z 55.10 73.92%
5000 129.0
199.0
L e T
O%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 3 Sulfurous acid, butyl undec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.216 5.34 ng 548506  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 90
2 Heneicosane 296 C21H44 000629-94-7 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 2-methyloctacosane 408 C29H60 1000376-72-8 72
5 Tetradecane, 6,9-dimethyl- 226 C16H34 055045-13-1 72

Abundance Scan 1722 (12.215 min): BF123585.D\data.ms (-1714) (-~ m/z 57.00 100.00%
57.0

> wmwjmwa//\\mMﬂwWWAj
— 5
\ ‘ %91 1552 213.1 12.00 12.50
0 “‘ﬂi‘mm‘””“diuuﬂwwﬂu“‘““““‘,““ m/z 43.00  51.41%
mlz--> 50 100 150 200 250 300 350
Abundance #137567: Sulfurous acid, butyl undecyl ester
57.0
5000 —r e
12.00 12.50
‘ % m/z 71.18  39.20%
1550
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
— —
12.00 12.50
5000 m/z 85.00 33.11%
‘ 9.0
41.0
otsg |11 14080050 2060
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T —
57.0 12.00 12.50
m/z 55.00 20.44%
J154 ‘L‘ | 1114101820225 0067 03090 380:
et e — —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 4 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.451 8.01 ng 670181 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1932 (13.451 min): BF123585.D\data.ms (-1924) (-  m/z 57.05 100.00%

57.0
5000
——
9.1
13.50
141.0
- “u Al 018312242 2810 0 4305 52.38%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 T
13.50
9.0 m/z 71.10 50.15%
0 ‘ | uh\ \h\ \‘\‘ h‘ %4%(‘\) 1'830 225.0 267.0 309.0 367.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
——
13.50
5000 ITI/Z 85.05 42.77%
20 182.0
ol L[] 14101920 2250 28105090
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T
57.0 13.50
m/z 55.05 22.61%
5000
‘ 9.0
41.0
obsg L || 11018300250 ass0 S
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 5 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.904 13.19 ng 1103820 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87

Abundance Scan 2009 (13.904 min): BF123585.D\data.ms (-2005) (- m/z 57.05 100.00%

57.0
5000
111 ‘
H ” 1821 14.00
ol Adbd byl 182t 2383 /7 43.10  86.14%
mlz--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate
57.0
5000 L
11.0 14.00
m/z 54.95 83.66%
0 \‘ 1 “\ ‘ \H‘ ‘L ‘L i ]ﬁ6.80 .23\8028:\30 334.0
\\‘\TT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate
57.0
P
14.00
5000 11.0 ITI/Z 83.00 60.13%
0 \‘ I “\ ‘ \H‘ \‘\ ‘L I ]ﬁ6.80 25?02970 348.0
T e e
miz--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate —=
57.0 14.00
m/z 97.10 53.08%
5000
11.0
169.0
UL o Ay
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 6 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.215 8.53 ng 713776 Chrysene-d12 14.051
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 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2062 (14.215 min): BF123585.D\data.ms (-2055) (1 m/z 57.00 100.00%
57.0

F

5000
113.1 14.00 14.50
169.1
0 H‘J‘“‘“‘“_‘wuf’?"_2‘3‘9‘2““‘3?‘3“1“m‘www m/z 43.05 60.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0
5000 T T T T T T
14.00 14.50
m/z 71.05 52.39%
oL 1130169.0225.0281.0337.0 394.0
\\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
— —
14.00 14.50
5000 ITI/Z 85.10 36.81%
ol || 113016002250281.0  380.0
“H“H"H"_“w“H“H‘,H“““w“u“u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane T —
57.0 14.00 14.50
m/z 55.00 21.28%
h J\Jﬁ\/\/\
13.0
0 H 311 || 169.0225.0281.0337.0393.0449.0 506.(
“H“H"H"_“w“H“H“H“M“W“H“H“H —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 7 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.839 8.90 ng 723547 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2168 (14.839 min): BF123585.D\data.ms (-2160) (1 m/z 57.05 100.00%
57.0

—

5000
14.50 15.00
27.1 207.1
o‘HH‘_J‘mﬁuWH,mHFf‘?'}mwHH‘HHw‘_m_wm m/z 43.00  58.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
5000 — —
14.50 15.00
m/z 71.05 53.82%
. l‘ [L}7]0197.02670 3800
‘\H\ HF!W\!THH’\\H‘\\H‘\\H‘\\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
— TS
14.50 15.00
5000 m/z 85.05 41.25%

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 55.00 23.60%
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\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 8 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.927 8.37 ng 680099 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 55
3 26,27-Dinorcholesta-5,22-dien-3-... 356 C25H400 057597-10-1 53
4 5-Cholestene-3-0l, 24-methyl- 400 (C28H480 1000214-17-4 47
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 47
Abundance Scan 2353 (15.927 min): BF123585.D\data.ms (-2346) (- m/z 55.00 100.00%
55.0
107.0
5000 59.1
213.1 3033 3813 e
16.00
oLl m/z 43.05 82.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0 —r—
145.0 414.( 16.00
2130 3030 m/z 57.05  59.34%
0 A ,“‘\“1 .
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
——
16.00
5000 m/z 107.00 59.17%
107.0 414.(
161.0 213.0 303.0
‘H 257. 354.0
oLl
miz--> 50 100 150 200 250 300 350 400
Abundance #188330: 26,27-Dinorcholesta-5,22-dien-3-ol, (3.beta.,22 T
55.0 16.00
m/z 81.00 56.45%
- WI\WMM
ob—4 —r—
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 9 Tridecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.280 4.40 ng 357353 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 87
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2413 (16.280 min): BF123585.D\data.ms (-2408) (1  m/z 57.05 100.00%
57.0
5000 /\/\JL\AM
9.0 —r e
\ \‘ | 1450 207.0 2810 3411 16.00 16.50
oLt Mw e m/z 43.05 83.55%
mlz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 —r ——
16.00 16.50
m/z 71.05 74.96%
0 \‘LH 1 M | 1%}-01830225.0 267.0 300.0 367
\\\‘\ T \\\‘\\\\’\\\\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #59890: Tridecane, 3-methyl-
57.0
—— —
16.00 16.50
5000 m/z 85.05 48.12%
‘ ‘ 9.0 169.0
ol b e e e
miz--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 16.00 16.50
m/z 55.00 34.00%
LT, 0 assg
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 10 unknownl6.668 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.668 2.87 ng 233573 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazolidin-2-one, 4-hydroxy-3-[2... 332 C18H24N204 1000310-03-3 41
2 Propionic acid, 3-(1,3-dioxo-1,3... 220 C1OH8N204 1000310-02-2 37
3 Juglone 174 C1eH603 000481-39-0 35
4 8-Quinolinol, 2-(aminomethyl)- 174 C1OH10N20 017018-81-4 35

5 2-(5-Amino-[1,3,4]thiadiazol-2-y... 314 C11H11CIN40S2 328281-60-3 35

Abundance Scan 2479 (16.668 min): BF123585.D\data.ms (-2474) (1  m/z 174.10 100.00%

174.1
50001 43.0
410.
AA‘A‘A‘ ; ‘A/\N‘\N\‘ 4
105.0 269.1
2271 3322 16.50 17.00
0! m/z 161.10  49.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #170730: Oxazolidin-2-one, 4-hydroxy-3-[2-(5-methoxy-2
174.0
5000 ‘ol ol el
16.50 17.00
m/z 43.00 41.86%
43.0 131.0 332.0
0+ ‘\h“‘”\ \8\9\.?\ T 1‘ \“’ “i \‘ T ‘\ T \2\3\1\0‘ T \2\8$.‘0\‘\ \‘\ LU
m/z--> 50 100 150 200 250 300 350 400
Abundance #76899: Propionic acid, 3-(1,3-dioxo-1,3-dihydro-pyrrolo[:
174.0
—— ——
50.0 16.50 17.00
5000 ITI/Z 41.10 36.41%
105.0
‘ h 220.0
ol Mbab L 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #40950: Juglone T —
174.0 16.50 17.00
m/z 81.00 35.74%
5000 118.0
63.0
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06

Operator : JU/CG

Sample : M2048-06

Misc : SB-02-13.5-14.0

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 11 Sulfurous acid, butyl decyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.244 2.29 ng 186429 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
2 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 53
3 2-methylhexacosane 380 C27H56 1000376-72-7 53
4 Eicosane 282 C20H42 000112-95-8 52
5 2-methyloctacosane 408 C29H60 1000376-72-8 50

Abundance Scan 2747 (18.244 min): BF123585.D\data.ms (-2741) (-, m/z 57.00 100.00%

57.0
5000

113.0
‘ ‘ | |, 1541 2089 2829 3408 18.00 1650
0Ll M\h‘h\u\‘wHu“u\umh | T il ‘wh‘\\‘\ D A m/z 43.10 56.55%

mlz--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester

57.0

5000 e —
18.00 18.50

m/z 85.00 53.18%

99.0 141.0
0 \“\ } ‘\‘h‘ \L“\ H‘ T ‘}‘ T \%9\3‘0\ L e ey
m/z--> 50 100 150 200 250 300 350
Abundance #113723: Sulfurous acid, decyl 2-propyl ester
43.0

18 00 18 50
5000 85.0 m/z 71.10 51.64%
oLk Ll M0 poso
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane
57.0 18 00 18 50

m/z 55.05 19.60%

99.0
J

}“1%02%02m0 337.0

ol “L | \\L‘ ‘\H / |
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123585.D

Acqg On : 16 Apr 2021 11:06
Operator : JU/CG

Sample : M2048-06

Misc :

ALS vial : 5 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.146 36.8 ng 2461280 1 6.869 1336960 20.0
n-Hexadecanoic ... 11.933 11.7 ng 1203810 4 11.404 2054810 20.0
Sulfurous acid,... 12.216 5.3 ng 548506 4 11.404 2054810 20.0
Hexacosane 13.451 8.0 ng 670181 5 14.051 1673280 20.0
Heptadecyl trif... 13.904 13.2 ng 1103820 5 14.051 1673280 20.0
Octacosane 14.215 8.5 ng 713776 5 14.051 1673280 20.0
Heptacosane 14.839 8.9 ng 723547 6 15.533 1625950 20.0
.gamma.-Sitosterol 15.927 8.4 ng 680099 6 15.533 1625950 20.0
Tridecane, 3-me... 16.280 4.4 ng 357353 6 15.533 1625950 20.0
unknownl6.668 16.668 2.9 ng 233573 6 15.533 1625950 20.0
Sulfurous acid,... 18.244 2.3 ng 186429 6 15.533 1625950 20.0
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