LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33 Instrument :

Operator : MA/SJ E?Afs el
- _ lentosampleld :

3?2?6 - H2383-01 ETGI-355-72-11939

ALS Vial : 19 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.269 535 541 544 rBV 4151780 4482076 73.08% 10.812%
2 6.310 712 718 721 rBV 3910239 4573267 74.57% 11.032%
3 6.498 747 750 757 rBV 102777 102226 1.67% 0.247%
4 6.663 774 778 787 rBY 935883 827980 13.50% 1.997%
5 6.822 800 805 808 rBV 3965785 3849613 62.77% 9.286%
6 7.234 869 875 878 rBvV 3066454 3164939 51.61% 7.635%
7 7.434 905 909 913 rBvV 68696 65646 1.07% 0.158%
8 7.945 992 996 999 rBV 1299683 1052601 17.16% 2.539%
9 8.045 1010 1013 1021 rBvV 196925 166839 2.72% 0.402%
10 9.028 1174 1180 1183 rBV 6158472 5880294 95.88% 14.185%

11 9.422 1243 1247 1250 rBV 801804 617780 10.07% 1.490%
12 9.698 1288 1294 1297 rBV 1565430 1296142 21.13% 3.127%
13 10.492 1423 1429 1432 rBV 3907395 3971107 64.75% 9.579%
14 11.180 1542 1546 1549 rBV 1691506 1386534 22.61% 3.345%
15 11.721 1634 1638 1645 rBV 326294 311667 5.08% 0.752%

16 12.504 1768 1771 1782 rBV 170424 190266 3.10% 0.459%
17 12.780 1811 1818 1820 rBV 5325331 6132973 100.00% 14.794%
18 13.674 1967 1970 1990 rBV 219391 413492 6.74% 0.997%
19 13.815 1990 1994 1998 rBV 1404265 1218479 19.87% 2.939%
20 14.298 2073 2076 2079 rBV 70612 68986 1.12% 0.166%

21 14.598 2123 2127 2130 rVB 114700 104657 1.71% 0.252%
22 14.910 2175 2180 2184 rBV 132676 132817 2.17% 0.320%
23 15.221 2227 2233 2236 rBV 971789 1075737 17.54% 2.595%
24 15.257 2236 2239 2246 rVB 120530 148529 2.42% 0.358%
25 15.657 2302 2307 2312 rBV 98381 133087 2.17% 0.321%

26 16.121 2380 2386 2390 rBV2 55653 86868 1.42% 0.210%

Sum of corrected areas: 41454602
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042320\

BF120175.D

23 Apr 2020 20:33

MA/SJ

L2383-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

ETGI-355-72-11939
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

6.50 2.47 ng 102226 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
4 Ethanol, 2,2"-oxybis- 106 C4H1003 000111-46-6 37
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 37

Abundance Scan 750 (6.498 min): BF120175.D (-747) (-) m/z 45.00 100.00%
45
5000 59
72
| | 104 6.20 6.40 6.60 6.80
Obrrrrrrrprrrr bt el e e e e || M7z 5900 36 74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 72.00 19.13%
0 19 M‘ lil, | |, g9 104 116 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
S AR RS RS AR
6.20 6.40 6.60 6.80
5000 59 72 m/z 43.10 14 .63%
31
o 15 89 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8832: 2-Propanol, 1-propoxy- Tt - e RARAEREm
45 6.20 6.40 6.60 6.80
m/z 73.10 10.75%
73
5000
59
31 ‘ ‘
0 15 ‘\“3$M‘ Ll | 89 103 117
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Mequinol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

8.05 3.17 ng 166839 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mequinol 124 C7H802 000150-76-5 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
3 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 91
4 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 90
5 2-Acetyl-5-methylfuran 124 C7H802 001193-79-9 87

Abundance Scan 1014 (8.051 min): BF120175.D (-1010) (-) m/z 109.00 100.00%
109 124
5000 81
53 A N
39 | 63 ., o5 7.80 8.00 820 8.40
o OSSO T PSR . L R NS BN [ m/z 124.00 83.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10407: Mequinol
109 124
81
5000 IR SRR N LR
7.80 8.00 8.20 8.40
53 m/z 81.00 48.49%
0 15 21 ?\9 Al \\6\5 74 | 95 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
109 124
A
780 8.00 8.0 8.40
5000 81 m/z 53.00 24 .30%
53
. 18 27 39 65 74 95
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10587: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)- T A P
109 7.80 8.00 8.20 8.40
m/z 39.00 10.84%
43 a1
5000 124
53
65
0"P'”I”'W'“'P'“I”'W'”'P'””'3%”'P'”I”'W'”'P' A SN RAARE AR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 4_.50 ng 311667 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1638 (11.721 min): BF120175.D (-1634) (-) m/z 60.00 100.00%
60 73
5000
129
213 L BN B SN B
*ﬂ' ! o1 115 143157171185 199" 1" oo 256 1140 11,60 11.80 12.00
(o} m/z 43.10 95.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B SR BN B ¥
11.40 11.60 11.80 12.00
m/z 73.00 87 .55%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 11,40 11,60 11.80 12.00
5000 m/z 57.05 83.15%
o 129 242
199
SR L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 78.49%
5000 129
29
oLs L#“ 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.50 3.12 ng 190266 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1770 (12.498 min): BF120175.D (-1768) (-) m/z 43.00 100.00%
43 60
5000
97 185 RN SRR BN SN
115 | 143 171 241 12.20 12.40 12.60 12.80
(o} m/z 60.00 91.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 73
5000 129 IR BN BN U
12.20 12.40 12.60 12.80
m/z 73.00 87 .36%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.20 12.40 12.60 12.80
5000 129 m/z 56.95 75.58%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid e L Ea et e
43 73 12.20 12.40 12.60 12.80
i m/z 55.00 68.57%
29
5000
m/z--> 56"26"60 80 100 120 140 160 180 200 220 240 260 280 1250'12%6 1£éo'ié§d"
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.67 6.79 ng 413492 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 1969 (13.668 min): BF120175.D (-1967) (-) m/z 57.00 100.00%
57
83
5000 4
111
139 13.40 13.60 13.80 14.00
Obrrrprer b m/z 55.00 91.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55
97
5000
29 13.40 13.60 13.80 14.00
195 m/z 43.00 84 .81%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83
13.40 13.60 13.80 14.00
5000 m/z 83.10 71.13%
111
o 68

o 139154 182 210
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #127769: 5-Eicosene, (E)-

55 13.40 13.60 13.80 14.00
m/z 69.00 63.43%
83
5000
29
0 Ll 139154 182 209
ARNRRRRR AR Ry

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.47 ng 132817 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2180 (14.910 min): BF120175.D (-2175) (-) m/z 57.00 100.00%
57
5000 85
113 141 14.60 14.80 15.00 15.20
0...J,. | es, eor o W/z 43.05 59.14%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 R DO BN SO DR
14.60 14.80 15.00 15.20
29 m/z 71.10 50.37%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 43 .32%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #185533: Pentacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 23.02%
5000 85
113
L2y J | 1% 169189211 239 267 2905 323 352
m/z--> 55 100 150 200 250 360 3%0 ' 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.47 ng 133087 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2308 (15.662 min): BF120175.D (-2302) (-) m/z 57.05 100.00%
57
5000 85

113 15.40 15.60 15.80 16.00
141 169
o..J,.‘l.‘ “ﬂ Rt et m/z 43.05 50.19%

miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LN L L L L L
15.40 15.60 15.80 16.00
m/z 71.00 50.11%
113 141
RE RS j | 169189211 239 267 295 323 352
SN A A i G s S
miz--> 50 100 150 200 250 300 350
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 85.00 40.80%
85
29
0 113 141 169 197 225 253 281 323 351 380
A Y e A e Y
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 15.40 15.60 15.80 16.00
m/z 55.00 20.59%
5000 a5
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
N A e N AR L T e
miz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042320\

Data File : BF120175.D

Acq On = 23 Apr 2020 20:33

Operator : MA/SJ

3?22'6 i L2383-01 ETGI-355-72-11939
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
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]
Ethanol, 2-(2-eth... 6.50 2.5 ng 102226 1 6.66 827980 20.0
Mequinol 8.05 3.2 ng 166839 2 7.95 1052600 20.0
n-Hexadecanoic acid 11.72 4.5 ng 311667 4 11.18 1386530 20.0
Octadecanoic acid 12.50 3.1 ng 190266 5 13.82 1218480 20.0
1-Docosene 13.67 6.8 ng 413492 5 13.82 1218480 20.0
Octacosane 14.91 2.5 ng 132817 6 15.22 1075740 20.0
Pentacosane 15.66 2.5 ng 133087 6 15.22 1075740 20.0
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