LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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 2.422 52 57 63 rvB 351526 449241 7.48% 1.207%
2 4.157 348 352 358 rVB 63862 80498 1.34% 0.216%
3 4_.375 385 389 398 rBV 120963 138187 2.30% 0.371%
4 4.851 466 470 478 rVB 142421 153992 2.56% 0.414%
5 5.269 537 541 560 rBVY 4012287 3860421 64.27% 10.371%
6 6.304 713 717 733 rBVY 3319204 3407944 56.73% 9.155%
7 6.651 772 776 785 rVB 873839 800852 13.33% 2.151%
8 6.810 798 803 806 rBY 3385359 3311962 55.13% 8.897%
9 7.222 867 873 876 rBY 2718696 2874221 47 .85% 7.721%
10 7.934 990 994 1001 rBVY 1297369 1071329 17.83% 2.878%

11 9.016 1172 1178 1181 rBV 5400606 5038014 83.87% 13.534%
12 9.410 1241 1245 1248 rBV 222249 172046 2.86% 0.462%
13 9.686 1287 1292 1296 rBV 1565020 1259996 20.98% 3.385%
14 10.481 1421 1427 1430 rBV 3427929 3417786 56.90% 9.181%
15 11.175 1540 1545 1548 rBV 1506781 1355486 22.57% 3.641%

16 11.716 1633 1637 1646 rBV 350301 361576 6.02% 0.971%
17 12.498 1767 1770 1781 rBV2 136308 166438 2.77% 0.447%
18 12.769 1807 1816 1819 rBV 5809573 6007008 100.00% 16.137%
19 13.674 1966 1970 1982 rBV 351404 507870 8.45% 1.364%
20 13.810 1989 1993 1997 rVB 1330501 1265407 21.07% 3.399%

21 14.586 2123 2125 2130 rVB 64605 63338 1.05% 0.170%

22 14.898 2174 2178 2182 rVB 81132 86100 1.43% 0.231%

23 15.216 2226 2232 2236 rBV 962296 1129179 18.80% 3.033%

24 15.245 2236 2237 2241 rVB3 65890 61603 1.03% 0.165%

25 15.645 2300 2305 2311 rVB 61493 94648 1.58% 0.254%

26 15.716 2313 2317 2331 rVBS8 32910 89560 1.49% 0.241%
Sum of corrected areas: 37224702
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\

BF120260.D

1 May 2020 16:07

MA/SJ

L2463-19

5 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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

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 n-Propyl acetate Concentration Rank 2

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

2.42 11.22 ng 449241 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 lIsopropvl acetate 102 C5H1002 000108-21-4 9
3 Isobutvlamine 73 C4H11IN 000078-81-9 5
4 1-Butanamine 73 C4H11N 000109-73-9 5
5 Acetic acid, 2-Ffluoroethyl ester 106 C4H7F02 1000367-87-9 4

Abundance Scan 57 (2.422 min): BF120260.D (-52) (-) m/z 42.95 100.00%
43
5000
61 S I VN —
37 73 g7 220 240 2.60 2.80
N U TT PR . m/z 61.00 26.55%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4249: n-Propyl acetate
43
5000 Tt T
o1 220 240 2.60 2.80
3 m/z 72.95 10.10%
1|5 21 37, | | | 87
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
43
220 240 260 280
5000 m/z 41.95 9.60%
61
87
- 101
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #749: |sobutylamine
30 220 240 2.60 2.80
m/z 41.00 8.27%
5000
41 73
15 \‘\w ‘M 50 ?‘GM
m/z--> 10 20 30 40 50 6 70 8 9 100 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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

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 Propanoic acid, 2-methyl-, ... Concentration Rank 8

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

4.16 2.01 ng 80498 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 78
2 Propanoic acid. 2-methvl-. pentv... 158 C9H1802 002445-72-9 33
3 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 25
4 N-Hvdroxvmethylacetamide 89 C3H7NO2 000625-51-4 12
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 9

Abundance Scan 352 (4.157 min): BF120260.D (-348) (-) m/z 43.00 100.00%
a3
5000
71
| 5 59 89 e 3.80 4.00 4.20 4.40
SNBSS A m/z 71.00 27.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13575: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000
3.80 4.00 4.20 4.40
27 71 m/z 41.00 20.09%
35|||,I 59 | 89 102 115 130
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 89.00 9.39%
71 89
27 55
101 115
Wmmmwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7576: 3-Pentanone, 2,4-dimethyl- T ,". e
43 3.80 4.00 4.20 4.40
m/z 42.10 8.56%
5000
97 71
ds sl S5er | ees e M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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

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 Propanoic acid, propyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
438 3.45ng 138187  1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Propanoic acid. proovl ester 116 C6H1202 000106-36-5 64

2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 38
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 9
4 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 4

57.00 100.00%

4.00 420 4.40 4.60 4.80

m/z 75.00 25.78%

4.00 420 4.40 4.60 4.80

m/z 43.05 17.77%

4.00 420 4.40 4.60 4.80

Abundance Scan 390 (4.381 min): BF120260.D (-385) (-)
57
5000
75
43
..,”..“..w..nljn%?”.ﬂp.”,.h.,nézp..w..”,.”.,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57
29
5000
‘ 43 &
il 37.h| L, L8 10 15
B B LI A I o o o o e e o e S A LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5000
75
29 41
87
14 51 101
T I o o o AN EEEEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

m/z 41.00 13.06%

4.00 420 4.40 4.60 4.80

Abundance #8872: Ethylene glycol monoisobutyl ether
57
45
5000
29 75
87

18 | 39y‘ ST
L B A
m/z--> 10 20 30 40 50 60 70 80 9 100 110 120

m/z 42.00 10.11%

4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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

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 Butanoic acid, l-methylethy... Concentration Rank 5

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

4.85 3.85 ng 153992 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 86
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 72
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 50
4 1.6-Heptadien-4-ol 112 C7H120 002883-45-6 25
5 Propanamide, N-acetyl- 115 C5H9NO2 019264-34-7 25

Abundance Scan 470 (4.851 min): BF120260.D (-466) (-) m/z 43.10 100.00%
a3
71
5000
89
e 6|° | w0z 115 460 4.80 500 5.20
b S e A2 e M/Z 71.00 60.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71
A
5000 U L L AR
4.60 4.80 5.00 5.20
5o 89 m/z 41.10 27 .72%
2 [ e ws
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
4.60 4.80 5.00 5.20
5000 m/z 89.00 23.88%
71
89
15 % 59 115 159
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13551: Propanoic acid, 2-methyl-, propyl ester e B S Ry ms
43 4.60 4.80 5.00 5.20
m/z 60.00 13.17%
71
5000 89
27
18 | s | 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.72 5.34 ng 361576 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1638 (11.722 min): BF120260.D (-1633) (-) m/z 73.00 100.00%
43 60 7B
5000 129
97 213
|“m 1431871711185 199 | 5o7 256 11.40 11.60 11.80 12.00
SRS/ | m/z 60.00 92.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L B SULEL B B
nmnmnmnm
m/z 42.95 83.02%

213
‘J‘“ 143 157171185 199
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 129 m/z 57.00 80.05%
29 g7
199
101115 143157141185 213 242

15 226

B w2 B R A m ma e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid A M E e

43 60 73 11. 40 11. 60 11. 80 12. 00

m/z 55.05 72 .32%

5000 129
29
15 L#“ 143157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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

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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.63 ng 166438 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Maltose 342 C12H22011 000069-79-4 43
Abundance Scan 1770 (12.498 min): BF120260.D (-1767) (-) m/z 57.00 100.00%
43 97 73
5000
129
o1 185
Hi 143157171 | 199 227241 284 12.20 12.40 12.60 12.80
m— m/z 43.00 99.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 LR A BN I

12.20 12.40 12.60 12.80
m/z 60.00 94.92%

185

241 284

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43 0

12.20 12.40 12.60 12.80

5000 129 m/z 73.00 87.48%
83 97
115 157171185 213 256
143 199 | 22754
Wmﬁmﬁmﬁwﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43 73 12.20 12.40 12.60 12.80
m/z 55.00 76.30%
57
5000
29
129 171 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12.40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120260.D

Aca On : 1 May 2020 16:07

Operator : MA/SJ

Sample : L2463-19

Misc :

ALS Vial : 5 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

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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.67 8.03 ng 507870 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1969 (13.669 min): BF120260.D (-1966) (-) m/z 57.05 100.00%
a7
83
5000
| 111
139 13.40 13.60 13.80 14.00
_— J.J,l.l.l. Jer 208 248 | m/z 55.00 91.26%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000
13.40 13.60 13.80 14.00
29 125 m/z 43.00 86.76%
||| 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
97
13.40 13.60 13.80 14.00
5000 m/z 83.00 61.72%
125
29 77 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #151538: 1-Docosene RNy
55 13.40 13.60 13.80 14.00
o m/z 69.00 60.36%
5000
29
‘ les
Ll fr |y | 288 181 308
m/z--> 50 100 150 200 250 300 350 ' 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050120\
Data File : BF120260.D

Acq On : 1 May 2020 16:07

Operator : MA/SJ

Sample - L2463-19

Misc :

ALS Vial : 5 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]
n-Propyl acetate 2.42 11.2 ng 449241 1 6.65 800852 20.0
Propanoic acid, 2... 4.16 2.0 ng 80498 1 6.65 800852 20.0
Propanoic acid, p.--. 4._.38 3.5 ng 138187 1 6.65 800852 20.0
Butanoic acid, 1-... 4.85 3.9 ng 153992 1 6.65 800852 20.0
n-Hexadecanoic acid 11.72 5.3 ng 361576 4 11.17 1355490 20.0
Octadecanoic acid 12.50 2.6 ng 166438 5 13.81 1265410 20.0
Heptadecyl triflu... 13.67 8.0 ng 507870 5 13.81 1265410 20.0
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