LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119924.D

Aca On : 13 Apr 2020 19:30

Operator : MA/SJ

Sample : L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\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 heiaht area % max. total
1 4.940 481 485 494 rVB 352955 450966 7.49% 0.923%
2 5.346 549 554 558 rBY 4473660 4840698 80.44% 9.911%
3 5.916 648 651 658 rBV 75444 70653 1.17% 0.145%
4 6.369 723 728 731 rBVY 4046640 4846272 80.54% 9.922%
5 6.563 758 761 772 rBV 177014 161404 2.68% 0.330%
6 6.734 786 790 794 rBV 1654727 1373795 22.83% 2.813%
7 6.892 812 817 820 rBVY 4394963 3814719 63.39% 7.810%
8 7.298 881 886 889 rBVY 2861452 3195788 53.11% 6.543%
9 8.022 1004 1009 1012 rBV 1966550 1828686 30.39% 3.744%
10 9.098 1187 1192 1196 rBV 5450451 5738159 95.36% 11.748%

11 9.492 1254 1259 1262 rBV 542870 443122 7.36% 0.907%
12 9.775 1301 1307 1311 rBV 2340218 2124534 35.31% 4 _.350%
13 10.569 1436 1442 1445 rBV 3967930 3872621 64.36% 7.929%
14 11.263 1555 1560 1563 rBV 2706359 2248122 37.36% 4.603%
15 11.798 1647 1651 1666 rBV 1066065 1094539 18.19% 2.241%

16 12.586 1781 1785 1798 rBV 394383 470468 7.82% 0.963%
17 12.857 1825 1831 1834 rBV 6216852 6017420 100.00% 12.320%
18 13.086 1865 1870 1880 rBV3 28596 60765 1.01% 0.124%
19 13.757 1980 1984 2000 rBV 653684 1243090 20.66% 2.545%
20 13.898 2004 2008 2012 rVV 2067356 2045899 34.00% 4.189%

21 13.974 2018 2021 2025 rVB 76105 74191 1.23% 0.152%
22 14.410 2092 2095 2105 rVB6 33666 68231 1.13% 0.140%
23 14.680 2137 2141 2144 rVB 86891 83636 1.39% 0.171%

24 15.004 2192 2196 2200 rVB 94105 100174 1.66% 0.205%
25 15.327 2245 2251 2255 rBV 1593564 1917835 31.87% 3.927%

26 15.363 2255 2257 2265 rVB 82397 105451 1.75% 0.216%

27 15.780 2323 2328 2333 rVB 71147 99342 1.65% 0.203%

28 15.862 2335 2342 2356 rBV5 91377 363791 6.05% 0.745%

29 16.498 2444 2450 2457 rVB5 50361 87620 1.46% 0.179%
Sum of corrected areas: 48841991
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\
: BF119924.D

: 13 Apr 2020 19:30

: MA/SJ

: L2215-11

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Time-->

16.50

17.00

o
13.50 14.00 14.50

15.00

15.50 16.00

I
17.50

1

I
8.00

18.50

8270-BF040820.M Wed Apr 15 19:02:01 2020

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119924.D

Aca On : 13 Apr 2020 19:30

Operator : MA/SJ

Sample : L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.94 6.57 ng 450966 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 485 (4.940 min): BF119924.D (-481) (-) m/z 43.00 100.00%
43
59
5000
50 | 83 1(|)1 4.60 4.80 5.00 5.20
RIS KM m/z 59.00 61.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AR AR A R
59 460 480 500 520
m/z 101.00 16.23%
31 83 g3 101
0“|“'W'HWW'HT“'W'”'w'“l“'w““w'“'$'“|“'w'”'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
460 480 500 520
5000 41 m/z 58.00 16.17%
31
69 87
15 51 98
e R R R R RS AR RAARS RARES RARAE LRSS LRSS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol  EEaE o e
59 4.60 4.80 5.00 5.20
m/z 41.10 8.62%
5000 29 41 83
101
0 ‘ ‘ \‘“‘ 51 69 . 91 ‘ 112 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119924.D

Aca On : 13 Apr 2020 19:30

Operator : MA/SJ

Sample : L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

6.56 2.35 ng 161404 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 50
3 2-Propanol. 1-propoxv- 118 C6H1402 001569-01-3 39
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 38

Abundance Scan 760 (6.557 min): BF119924.D (-758) (-) m/z 45.00 100.00%
45
5000 59
| 7|2 104 6.20 6.40 6.60 6.80
Obrrprrrr e e e e e || M/ 59.00 38 35%
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 15.69%
8 A T P S =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
S RARARAARSE RS RARRY
6.20 6.40 6.60 6.80
5000 59 m/z 42.95 12.67%
31
15 75 90
ol 102
Wmmmﬁwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8832: 2-Propanol, 1-propoxy- R e B
45 6.20 6.40 6.60 6.80
m/z 73.00 10.79%
73
5000
59
31 ‘
ol 15 | 38 0 |l 8 103 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119924.D

Aca On : 13 Apr 2020 19:30

Operator : MA/SJ

Sample : L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.80 9.74 ng 1094540 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1651 (11.798 min): BF119924.D (-1647) (-) m/z 60.00 100.00%
73
5000
129
97 213 AR UL BULEUN BRI B
S| 1 43157171185199 | 9p7 256 11.40 11,60 11.80 12.00 12.20
0! m/z 73.00 97 .43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
5000 129 AR BRI SO R
- nmnmnmnmnm
m/z 43.05 96.77%
15 “ bl iL 143157 214
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 12,20
5000 29 256 m/z 57.00 87.18%
129
97 213
. H5 1 143157171185 o9 227540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid REEEE RS L
3 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 76.27%
5000 129
29
199
‘ ‘ 143 157171 185 242
ol1s L N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11.60 11.80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119924.D

Aca On : 13 Apr 2020 19:30

Operator : MA/SJ

Sample : L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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.

12.59 4.60 ng 470468 Chrysene-di12 13.90
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1786 (12.592 min): BF119924.D (-1781) (-) m/z 57.05 100.00%

43 57 73
5000 129
7 185 241
115 | 143157070 | 199913227 | pgg 284 || 12120 12.40 12,60 12,80 13.00

0! m/z 43.05 96.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
129

12.20 12.40 12.60 12.80 13.00
m/z 60.00 88 .80%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 U IS ——
12.20 12.40 12.60 12.80 13.00
5000{ 29 256 m/z 73.00 84.98%
129
97 213
115
143157171185 109 297,,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80 13.00
m/z 54.95 75.09%
43 5
5000 129
185 228
T 01115 143157171 ‘ 199,13 ‘
0 ,....‘J.wu‘.”‘ ”‘ ‘v..,k... A s RE RS REERRERE e e L B Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119924.D

Aca On : 13 Apr 2020 19:30

Operator : MA/SJ

Sample : L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.76 12.15 ng 1243090 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1985 (13.763 min): BF119924.D (-1980) (-) m/z 57.00 100.00%
57
83
5000 A
13.40 13.60 13.80 14.00
Orrrprrrrpir m/z 55.00 87.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000
13.40 13.60 13.80 14.00
125 m/z 43.05 80.54%
ol15 Ll 154 180196 224 257 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
97 13.40 13.60 13.80 14.00
5000 1 m/z 83.00 68.99%
29
125
0 153 181 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119523: 1-Octadecanol
5 g 13.40 13.60 13.80 14.00
m/z 97.10 63.06%
5000
29
ol il 139 168 106 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119924.D

Aca On : 13 Apr 2020 19:30

Operator : MA/SJ

Sample : L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 Triacontyl acetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.86 3.79 ng 363791 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Triacontvl acetate
2 l1-Heptacosanol

3 Octacosanol

4 1-Heneicosanol

5 Heptacosyl acetate

480 C32H6402
396 C27H560
410 C28H580
312 C21H440
438 C29H5802

041755-58-2 94
002004-39-9 94
000557-61-9 93
015594-90-8 93
1000351-78-2 93

m/z--> 0 50 100 150 200 250 300 350

Abundance Scan 2342 (15.862 min): BF119924.D (-2335) (-)
57
83
5000
181 221 281
O+ dh
T

400 450

m/z 57.00 100.00%

15.60 15.80 16.00 16.20

m/z 43.00 72.61%

Abundance #232691: Triacontyl acetate
43
97
69
5000 TT T[T T T T[T T rrrrrrr1
15. 60 15. 80 16. 00 16. 20
125 m/z 83.00 71.67%
0 15, . ﬂ ‘\MM“J‘ 181209 250278306334362 392420 462
m/z--> 0 5 150 200 250 300 350 400 450
Abundance
57 97
L B i o
15.60 15.80 16.00 16.20
5000 m/z 55.00 70.84%
125
o 29 153 181 209 236 264 292 320 350 378
L e L o o B e L L o o e o e I

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #215904: Octacosanol e B o e
57 15.60 15.80 16.00 16.20
o7 m/z 97.10 64.40%
5000
125
29
ol 1. ‘ ;l 153 181 200 236 264 292 322 364 392

Ay e e e hliutio . SA SLAf il

m/z--> 0 50 100 150 200 250 300 350

400 450

15. 60 15. 80 16. 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041320\
Data File : BF119924.D

Acq On 13 Apr 2020 19:30

Operator : MA/SJ

Sample - L2215-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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]
2-Pentanone, 4-hy... 4.94 6.6 ng 450966 1 6.73 1373800 20.0
Ethanol, 2-(2-eth... 6.56 2.4 ng 161404 1 6.73 1373800 20.0
Tridecanoic acid 11.80 9.7 ng 1094540 4 11.26 2248120 20.0
Octadecanoic acid 12.59 4.6 ng 470468 5 13.90 2045900 20.0
Trifluoroacetoxy ... 13.76 12.2 ng 1243090 5 13.90 2045900 20.0
Triacontyl acetate 15.86 3.8 ng 363791 6 15.33 1917840 20.0
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