LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29 Instrument :
Operator : JU/CG BNA_F

Sample 1 L4797-01 ClientSampleld :
Misc : R-LA-2-5-WC

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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122379.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 42 rVB 487343 952933 17.58%  1.945%
2 5.475 571 576 579 rBV 4263585 3873683 71.45% 7.905%
3 6.481 742 747 766 rBV 3959655 4234278 78.10% 8.641%
4 6.863 809 812 815 rBV 1811852 1407232 25.96% 2.872%
5 7.422 902 907 910 rBV 2919546 2579434 47.58% 5.264%

6 8.145 1026 1030 1034 rBV 2042833 1882210 34.72% 3
7 9.222 1209 1213 1217 rBV 4719445 4539303 83.72% 9
8 9.339 1231 1233 1238 rVB 82147 81353 1.50% ©.166%
9 9.616 1276 1280 1284 rBV 258838 220310 4.06% ©
9.904 1325 1329 1338 rVB 2681779 2284466 42.13% 4

11 10.686 1458 1462 1478 rBV 2658398 2650503 48.89% 5
12 11.386 1577 1581 1585 rBV 2745494 2386963 44.03% 4
13 11.921 1663 1672 1694 rBV 1820351 3037455 56.02% 6.199%
14 12.186 1714 1717 1724 rVB 163701 158609 2.93% ©
15 12.574 1779 1783 1786 rBV 106899 136664 2.52% ©

16 12.710 1788 1806 1818 rVV 2328483 4486081 82.74% 9.155%

17 12.874 1832 1834 1841 rVB5 56142 61630 1.14% ©.126%
18 12.974 1847 1851 1854 rBV 6068468 5421781 100.00% 11.065%
19 13.210 1888 1891 1896 rBV2 60431 69814  1.29% 0.142%
20 13.886 2002 2006 2014 rBV3 334808 671724 12.39%  1.371%
21 13.962 2016 2019 2025 rVB3 136516 244393  4.51%  ©.499%
22 14.027 2026 2030 2033 rVV 2829177 2485185 45.84% 5.072%
23 14.198 2056 2059 2062 rBV 99400 83086 1.53% 0.170%
24 14.504 2108 2111 2114 rVB 175512 161253 2.97% ©.329%
25 14.809 2161 2163 2170 rVB2 114210 115948 2.14%  ©.237%
26 14.904 2176 2179 2182 rVB3 131762 138630 2.56% ©.283%
27 15.115 2209 2215 2219 rBv4 209780 502692 9.27% 1.026%
28 15.151 2219 2221 2229 rVB2 184715 231473  4.27% ©.472%
29 15.498 2274 2280 2284 rBV 1848910 2432151 44.86% 4.964%
30 15.974 2359 2361 2367 rVB2 76227 97536 1.80% 0.199%
31 16.333 2417 2422 2433 rVB6 158708 467273 8.62%  ©.954%
32 18.533 2789 2796 2803 rBV3 91319 279115 5.15% ©.570%

33 18.874 2847 2854 2870 rVB5 171880 625115 11.53% 1.276%

Sum of corrected areas: 49000276
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\

BF122379.D
: 19 Nov 2020 14:29
Ju/CG
L4797-01
: 5 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF122379.D\data.ms

5.475
6.481

7.422

6.863

134

Time-->

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

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF122379.D\data.ms

12.974

9.222

11.386

9.904 10.686

12.710

8.145 11.921

12.186 125

0
Time-->

10.00 10.50 11.00 11.50

T T —
12.00 12.50 13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF122379.D\data.ms

14.027

24,198 14-504 1418090451151 18533 18.874

T
13.

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.134 13.54 ng 952933  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance Scan 8 (2.134 min): BF122379.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 J\
87'1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
570 2.202.302.402.50
Ol L0 L L1049 1280 . 43,05  37.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T[T T T[T T T[T T[T TTrT
430 2.202.302.402.50
' 87.0 m/z 87.10  25.94%
29.0
M‘ \‘\“ %90 ‘ |
O\‘H\\‘HH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 A
2.202.302.402.50
5000 41.0 55.0 m/z 55.05 25.74%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-  RERENENRENEEEEEE s
73.0 2.202.302.402.50
m/z 41.05 11.97%
5000 43.0
58.0
Obrprrthbirrrepter e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.921  25.45 ng 3037460  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 1672 (11.921 min): BF122379.D\data.ms (-1663) (- m/z 73.00 100.00%
43.1 73.0

5000 1291

%

213.2
‘ ‘ H‘h | 1711 256.3 12.00
I L

bl L L L L mjz 43.10 89.26%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
—

o

5000 129.0
12.00
97.0 1o 2130 2560 m/z 66.08  82.07%
O ’HH“}‘HH!H\‘\“\\‘H\\\‘1““‘\\”‘1‘\“\‘H‘\H\‘\\\\’\H\‘\H‘\‘HH’H\!‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
—
430 12.00
5000 m/z 57.10 69.62%
129.0
185.0 228.0
O Hrr P e T e T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid —
43.0,,73.0 12.00
m/z 41.10 67.73%
5000 129.0
Obprrrefild —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.710 36.10 ng 4486080 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1806 (12.710 min): BF122379.D\data.ms (-1788) (- m/z 73.00 100.00%

43.1 73.0
5000 1291

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0 284.C

o

5000 ’ 1 7 T
185.0 241.0 12.50 13.00
m/z 60.00 79.19%
0’
m/z--> 20 4 0 80 100 120140160180200220240260280
Abundance
43.0 73.0
12.‘50 13.‘00
5000 256.0 m/Z 57.05 79.16%
129.0 NAkﬂ/JLMMNJ
213.0
171.0
O v T T T T T T T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid T e
73.0 12.50 13.00

m/z 55.10  71.34%

43.0
5000
129.0
185.0 228.0
“ ‘\ i u‘ H“ HH‘ h“ M‘\ N R ‘ ‘ - - :

T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.886 5.41 ng 671724 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
5 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 90
Abundance Scan 2006 (13.886 min): BF122379.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
111.1 = —
H ‘ | 1682 2482 13.50 14.00
ol AALLLLL 3682 2482 . w/z 43.10 75.83%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 — —
13.50 14.00
1.0 m/z 55.05 67.01%
I, e
0 \1\\\“\“‘\‘\‘\‘\”‘ 1\'\‘}‘\”‘ ‘“\‘\ T \“‘ T \l\2\5‘\8.\0\\ (L L L B B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
— ——
13.50 14.00
5000 111.0 m/z 71.10 60.55%
0 169.0 224.0 280.0 476.(
B o R S R
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester “ —T
57.0 13.50 14.00
m/z 83.10 58.99%
- N WWMWWKM%J\N\MAAAwW
i asso B0 amso )\
m/z--> 0O 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 .beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.115 4.13 ng 502692 Perylene-di2 15.498
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 Ergost-7-en-3-ol 400 C28H480 116179-22-7 51
4 5-Cholestene-3-0l, 24-methyl- 400 (C28H480 1000214-17-4 38
5 Campesterol 400 C28H480 000474-62-4 35
Abundance Scan 2215 (15.115 min): BF122379.D\data.ms (-2209) (- m/z 43.10 100.00%
43.1
107.1
161.1
5000 213.1
255.2 303.3 414..
—— —
354.2 15.00 15.50
oI m/z 57.05  76.87%
miz--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 — —
107.0 4140 15.00 15.50
161.0 m/z 107.05 76.78%
213.0 303.0
‘\H 257. 354.0
O+ " T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
i —
15.00 15.50
5000 95.0 m/z 55.85  75.31%
145.0 414.(
213.0 303.0
0 256.0 354.0
B e o B A B
miz--> 50 100 150 200 250 300 350 400
Abundance #212388: Ergost-7-en-3-ol T —
43.0 15.00 15.50
4000 m/z 81.00 63.96%
- kM\NW
0l e —r—
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 unknownl6.33 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.333 3.84 ng 467273 Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 43
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 43
3 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 38
4 Nonadecane 268 C19H40 000629-92-5 30
5 Eicosane 282 C20H42 000112-95-8 25
Abundance Scan 2422 (16.333 min): BF122379.D\data.ms (-2417) (- m/z 71.10 100.00%
71.1
— ——
16.00 16.50
ol Ll - 'm/z 57.10 98.63%
miz--> 50 100 150 200 250 300 350
Abundance #129350: Palmitic acid vinyl ester
57.0
239.0
5000 — ——
16.00 16.50
m/z 43.10 97.99%
01\ q “‘%370\1\8\3\0‘\\‘\!‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
— ——
16.00 16.50
5000 m/z 55.10 66.06%
85.0
239.0
o 127.0 169.0 282.0
. e e T
miz--> 50 100 150 200 250 300 350
Abundance #119244: 16-Hexadecanoyl hydrazide “ —
32.0 16.00 16.50
m/z 58.10 62.69%
74.0
239.0
obrs M [, 11101490 1940 7 e T
mlz--> 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\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 unknownl8.53 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.533 2.30 ng 279115 Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 38
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 38
3 Heptadecane 240 C17H36 000629-78-7 38
4 Hentriacontane 437 C31H64 000630-04-6 35
5 Eicosane 282 C20H42 000112-95-8 30
Abundance Scan 2796 (18.533 min): BF122379.D\data.ms (-2789) (- m/z 57.10 100.00%
57.1
5000 2393 A@/M
50 283.1 R
127.1 1664 2071 ‘ 18.2018.4018.6018.80
ob—— “ “‘ LAl X L \‘\\“M W, J ‘\H‘\“ ‘\H‘\’ | m/z 71.10 84.11%
miz--> 50 100 150 200 250 300
Abundance #117637: Nonadecane
57.0
5000 L L L B L LR
18.2018.4018.6018.80
m/z 43.10 78.18%
99.0
O T T “\ \‘ “ ‘\ HH‘ H‘ h‘ \H‘ T ‘]\-4\1-‘()\ :!-8\3\0‘ T T T T ‘2\6§.(\) T ’ T
miz--> 50 100 150 200 250 300
Abundance
57.0
R A Eaa T
2390 18.2018.4018.6018.80
5000 m/z 58.00 51.00%
95.0
o150 137.0 183.0
T e
m/z--> 50 100 150 200 250 300
Abundance #94344: Heptadecane il
57.0 18.2018.4018.6018.80
m/z 85.10 48.76%
5000
99.0
Q\‘ ‘ | 1410 1830 240.0
o0, ‘u I S Mt L
m/z--> 50 100 150 200 250 300 18.2018.4018.6018.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 unknownl8.87 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.874 5.14 ng 625115 Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 4,5-dimethyl-2-ph... 178 C11H1402 004359-31-3 11
2 1,2,4-Triazol-3-amine, 5-furfury... 177 C7H7N50 1000259-34-3 11
3 2-(2-Hydroxypropionyl)phenylglyo... 236 C12H1205 100519-35-5 11
4 Benzofuran-2-one, 4-amino-2,3-di... 177 C10H11NO2 1000129-51-7 11
5 Silane, diphenyldecyloxy(3-ethyl... 460 C30H4002Si 1000367-46-2 10

Abundance Scan 2854 (18.874 min): BF122379.D\data.ms (-2847) (- m/z 57.10 100.00%
51
177.1

460.

z

5000
—
18.60 18.80
0 m/z 460.40 96.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43845: 1,3-Dioxolane, 4,5-dimethyl-2-phenyl-
105.0 177.0
5000 1860 1880
55.0 . :
‘ m/z 177.10 83.43%
O \M\‘ ”"}H\‘h \“”\ \“ l ‘\‘ ’ T T ’ TT 1T ‘ T 1T ‘ LI ‘ T 1T ‘ TT 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
177.0
—
1210 18.60 18.80
5000 52.0 ' m/z 445.30 62.17%
(O B B A LA I e R
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #90316: 2-(2-Hydroxypropionyl)phenylglyoxylic acid, met LA A R SR
177.0 18.60 18.80
m/z 215.20  49.76%

5000

7.0 236.0

0 \\.\Hw‘” b M \‘\ “u | W \

m/z--> 50 100 150 200 250 300 350 400 450 18.60 18.80

>
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122379.D

Acqg On : 19 Nov 2020 14:29
Operator : JU/CG

Sample : L4797-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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... 2.134 13.5 ng 952933 1 6.863 1407230 20.0
n-Hexadecanoic ... 11.921 25.4 ng 3037460 4 11.386 2386960 20.0
Octadecanoic acid 12.710 36.1 ng 4486080 5 14.027 2485190 20.0
Ethanol, 2-(tet... 13.886 5.4 ng 671724 5 14.027 2485190 20.0
.beta.-Sitosterol 15.115 4.1 ng 502692 6 15.498 2432150 20.0
unknown16.33 16.333 3.8 ng 467273 6 15.498 2432150 20.0
unknown18.53 18.533 2.3 ng 279115 6 15.498 2432150 20.0
unknown18.87 18.874 5.1 ng 625115 6 15.498 2432150 20.0
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