LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121688.D

Aca On : 24 Sep 2020 18:23

Operator : JU/CG

Sample : L4133-02

Misc :

ALS Vial : 12 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-BF091020.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 64 rvB 110208 151193 1.72% 0.368%
2 4.540 408 417 420 rBY 5608674 8789893 100.00% 21.391%
3 5.428 564 568 583 rBY 2106530 2121186 24.13% 5.162%
4 6.439 736 740 757 rBVY 1523966 1435890 16.34% 3.494%
5 6.810 799 803 806 rBV 958808 892515 10.15% 2.172%

7.375 893 899 902 rBV 2779419 2847184 32.39% 6.929%
8.092 1017 1021 1038 rBV 1284754 1204282 13.70% 2.931%
9.169 1198 1204 1207 rBV 4693631 4646757 52.86% 11.308%
9.286 1218 1224 1235 rVB2 221339 345261 3.93% 0.840%
9.845 1312 1319 1323 rBV 1614548 1439405 16.38% 3.503%

=
QO ~NO®

11 10.639 1449 1454 1457 rBV 3578780 3487528 39.68% 8.487%
12 11.327 1567 1571 1579 rBV 1587206 1546081 17.59% 3.762%
13 11.874 1658 1664 1683 rBV 768547 1072852 12.21% 2.611%
14 12.657 1792 1797 1808 rBV 967094 1204615 13.70% 2.931%
15 12.921 1836 1842 1845 rBV 5580141 6574127 74.79% 15.999%

16 13.845 1995 1999 2012 rVvB2 129197 308744 3.51% 0.751%
17 13.968 2016 2020 2031 rVB 1754498 1607769 18.29% 3.913%
18 15.421 2261 2267 2279 rVB 993022 1416833 16.12% 3.448%

Sum of corrected areas: 41092115
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092420\
Data File : BF121688.D

Aca On : 24 Sep 2020 18:23

Operator : JU/CG

Sample : L4133-02

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF121688.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121688.D

Aca On : 24 Sep 2020 18:23

Operator : JU/CG

Sample - L4133-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4

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

9.29 4.80 ng 345261 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Metacetamol 151 C8HIONO2 000621-42-1 52
3 Acetaminophen 151 C8HIONO2 000103-90-2 50
4 Pvridine. 3-butvl-. 1-oxide 151 C9H13NO 031396-33-5 45
5 Camphorsulfonic acid 232 C10H1604S 003144-16-9 42

Abundance Scan 1225 (9.292 min): BF121688.D (-1218) (-) m/z 43.00 100.00%
4 109
5000 Bl
| s 6|9 % o6 || 123 | 169 9.00 9.20 9.40 9.60
0...,.”.hr”WnM”JfJA&,smn,h”w,”!.,”n.,”..“..., m/z 109.10 82.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 169
151
5000
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.05 50.17%
obots Bl B0 | TP e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
900 920 940 960
5000 151 m/z 41.05 21.92%
43
80
ol 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen T L B
109 9.00 9.20 9.40 9.60
m/z 135.10 17 .84%
5000 151
43 30
ol 15 27 | 5465 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121688.D

Aca On : 24 Sep 2020 18:23

Operator : JU/CG

Sample - L4133-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 13.88 ng 1072850 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1663 (11.868 min): BF121688.D (-1658) (-) m/z 73.00 100.00%
60 73 1
5000
129
97
U5 | 43157171185 106218 00 s 11,60 11.80 12.00 12.20
(o} m/z 43.05 94 .63%
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 R U BN BRI R

11. 60 11. 80 12. OO 12 20

m/z 59.95 89.09%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R R RARE L A ABEAE
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 74 .58%
29 g7
115 @ 143 199 242
101 157171185
oL 15 213226
I B o o o o o AN EEREREEE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 41.05 72.69%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF091020-M Fri Sep 25 11:49:34 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121688.D

Aca On : 24 Sep 2020 18:23

Operator : JU/CG

Sample - L4133-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 5 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.66 14.98 ng 1204620 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1798 (12.663 min): BF121688.D (-1792) (-) m/z 43.10 100.00%
43
5000 ‘L
1240 12.60 12:80 13.00
Ot m/z 73.00 96.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
12.40 12.60 12.80 13.00
m/z 60.00 86.15%
143,5,171
Obrrpr bl
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 84 .39%
87
o7 115 143157171185199 242
o 214
wﬁmmﬁwrmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid =TT T T
43 12.40 12.60 12.80 13.00
5 m/z 55.10 74 .26%
5000
2 157171
0||||||||||||||| 143 185 R REREE R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121688.D

Aca On : 24 Sep 2020 18:23

Operator : JU/CG

Sample - L4133-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.84 ng 308744 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Octadecanol 270 C18H380 000112-92-5 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Heptadecanol-1 256 C17H360 001454-85-9 95
Abundance Scan 1998 (13.839 min): BF121688.D (-1995) (-) m/z 43.10 100.00%
48 83
16 149 " 13.60 13.80 14.00 14.20
165181
3 S— 207 24l m/z 57.10 95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55 83
5000 L B B B B
Bmmmmmmm
29 m/z 55.00 94 .00%
N ° 182 210 238 266
m/z--> 25 40 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
" 13.60 13.80 14.00 14.20
5000 11 m/z 83.10 90.66%
29 139

167182 210 238 264280 308

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119522: 1-Octadecanol B
43 8| 13.60 13.80 14.00 14.20

m/z 69.05 82 .54%
5000 6
2+

OH.PHA.NQ. R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092420\
Data File : BF121688.D

Acq On : 24 Sep 2020 18:23

Operator : JU/CG

Sample - L4133-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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]
2,4,7,9-Tetrameth. .. 9.29 4.8 ng 345261 3 9.85 1439410 20.0
n-Hexadecanoic acid 11.87 13.9 ng 1072850 4 11.33 1546080 20.0
Octadecanoic acid 12.66 15.0 ng 1204620 5 13.97 1607770 20.0
n-Nonadecanol-1 13.84 3.8 ng 308744 5 13.97 1607770 20.0
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