LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042320\

Data File : BF120171.D

Acqg On = 23 Apr 2020 18:45 Instrument :

Operator : MA/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : 1-2330-09 FB-GW-2020-04-16

ALS Vial : 15 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 2.899 133 138 146 rVB 51884 87217 1.30% 0.258%
2 5.257 536 539 551 rBV 1832042 1837827 27.38% 5.441%
3 6.298 712 716 724 rBV 1375036 1143888 17.04% 3.386%
4 6.663 774 778 781 rBV 918743 813007 12.11% 2.407%
5 6.822 800 805 808 rBV 3749678 3548717 52.88% 10.505%

7.234 869 875 878 rBvV 2981735 3026323 45.09% 8.959%
7.945 992 996 1000 rBV 1335595 1083575 16.15% 3.208%
8.175 1031 1035 1037 rBvV 234535 184441 2.75% 0.546%
297008 273066 4_.07% 0.808%
9.028 1175 1180 1183 rBV 5874349 5718288 85.20% 16.928%
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11 9.698 1290 1294 1297 rBV 1599727 1290985 19.24% 3.822%
12 10.492 1423 1429 1432 rBV 3871418 3854931 57.44% 11.412%
13 11.180 1542 1546 1549 rBV 1757113 1403607 20.91% 4._.155%
14 12.780 1812 1818 1821 rBV 6192246 6711299 100.00% 19.868%
15 13.816 1990 1994 1998 rBV 1419205 1275481 19.00% 3.776%

16 14.598 2123 2127 2132 rBV 113632 104026 1.55% 0.308%
17 14.910 2174 2180 2185 rBV 114910 122782 1.83% 0.363%
18 15.221 2227 2233 2236 rBV 926610 1071553 15.97% 3.172%
19 15.257 2236 2239 2244 rVB 107312 128328 1.91% 0.380%
20 15.657 2302 2307 2314 rBV 73661 100445 1.50% 0.297%

Sum of corrected areas: 33779786
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LSC Report - Integrated Chromatogram

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

Data File : BF120171.D

Acq On : 23 Apr 2020 18:45

Operator : MA/SJ

ﬁ?ggle i 1-2330-09 FB-GW-2020-04-16
ALS Vial : 15 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

Abundance TIC: BF120171.D
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Library Search Compound Report

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

Data File : BF120171.D

Acq On : 23 Apr 2020 18:45

Operator : MA/SJ

ﬁ?ggle i 1-2330-09 FB-GW-2020-04-16
ALS Vial : 15 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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 3

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

8.17 3.40 ng 184441 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 83
2 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-13-2 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 72
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 72

Abundance Scan 1034 (8.169 min): BF120171.D (-1031) (-) m/z 59.00 100.00%
59
5000 M
41 103 SRR AR AR AR
7.80 8.00 8.20 8.40 8.60
ol i 75 86 | s a6 070 103.10  16.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59
5000 4l IR I UL L I
103 7.80 8.00 820 8.40 8.60

m/z 41.10 16.18%

ol 15 ‘J\ Lol T3 85 117 129 143 159 174
SRR R AR SRR RS S S S U R L HE L.
miz--> 20 40 60 80 100 120 140 160 180
Abundance

59

7.80 8.00 8.20 8.40 8.60

5000 m/z 57.00 15.02%
73 g5
41
oL 15 % 103 497 130 143 45 174
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)-

59 7.80 8.00 8.20 8.40 8.60

m/z 45.00 11.25%

5000
31 45 103
0 15 il ‘ ‘H ‘ Il 75 89

m/z--> 20 40 60 80 100 120 140 160 180 7. 80 8.00 8. 20 8.40 8. 60
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Library Search Compound Report

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

Data File : BF120171.D

Acq On : 23 Apr 2020 18:45

Operator : MA/SJ

ﬁ?ggle i 1-2330-09 FB-GW-2020-04-16
ALS Vial : 15 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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 2

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

8.20 5.04 ng 273066 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 72
4 Pentane, 2-methoxy- 102 C6H140 006795-88-6 64
5 Propanedioic acid, oxo-, dimethy... 146 C5H605 003298-40-6 64

Abundance Scan 1039 (8.198 min): BF120171.D (-1037) (-) m/z 59.00 100.00%
59
5000 NL
45 103 AEEEEEEEENEEEE e

| 780 800 820 840 860
0 ...,....~,lu.|...';..7.3.,?“?..,'|..?1.5,.?3.1.,1.4.6..,....,. m/z 57.00 21.85%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59
5000

7.80 8.00 8.20 8.40 8.60

103 m/z 45.00 19.32%
ol 15 M 73 8 | 115 131 146 17
...,....,....,....,....,....,...., LA B
m/z--> 20 60 80 100 120 140 160 180
Abundance
59
R ARAERE RS
7.80 8.00 820 8.40 8.60
5000 m/z 41.00 16.82%
81 45 103
0 15 75 89 115 134
e e T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15091: 1-Propanol, 2,2'-oxybis- PP o T
59 780 800 820 840 860

m/z 103.00 16.57%

5000
31 45 103
L 1w e

m/z--> 20 40 60 80 100 120 140 160 180 7. 80 8. OO 8. 20 8.40 8.60
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Library Search Compound Report

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

Data File : BF120171.D

Acq On : 23 Apr 2020 18:45

Operator : MA/SJ

ﬁ?ggle i 1-2330-09 FB-GW-2020-04-16
ALS Vial : 15 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.29 ng 122782 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2180 (14.910 min): BF120171.D (-2174) (-) m/z 57.05 100.00%
57
5000 85
113 141 207 14.60 14.80 15.00 15.20
oL, .~.|,.-! A s e | m/z 42.95 52.05%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 14.60 14.80 15.00 15.20
29 m/z 71.10 50.04%
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
14.60 14.80 15.00 15.20
5000 g5 m/z 85.00 39.33%
29
o 113 141 169 197 225 253 281 300 337 365 394
NI N WU SRR B UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 21.13%
5000 85
. 29 ] || M 141 169 107 205 253 205 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF120171.D

Acq On = 23 Apr 2020 18:45

Operator : MA/SJ

ﬁ?ggle i 1-2330-09 FB-GW-2020-04-16
ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Propanol, 1-[1-... 8.17 3.4 ng 184441 2 7.95 1083580 20.0
2-Propanol, 1-(2-... 8.20 5.0 ng 273066 2 7.95 1083580 20.0
Eicosane 14.91 2.3 ng 122782 6 15.22 1071550 20.0
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