LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061820\
Data File : BF120653.D

Aca On 18 Jun 2020 20:29

Operator : JU/CG

Sample : L3034-08

Misc :

ALS Vial : 13 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-BF061020.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 4.998 492 495 502 rvB 67771 79028 2.29% 0.320%
2 5.416 562 566 570 rBVY 2732431 2602931 75.54% 10.547%
3 6.445 736 741 754 rBVY 2619675 2726759 79.14% 11.049%
4 6.804 798 802 805 rBV 979553 768690 22.31% 3.115%
5 6.963 825 829 832 rBVY 2502273 2297191 66.67% 9.308%

7.363 893 897 900 rBV 1811119 1642747 47.68% 6.656%
8.086 1016 1020 1023 rBV 1164199 965872 28.03% 3.914%
9.157 1198 1202 1206 rBV 3567375 3253005 94.41% 13.181%
9.551 1266 1269 1273 rBV 325116 248020 7.20% 1.005%
9.839 1314 1318 1321 rBV 1299949 1087053 31.55% 4._.405%

=
QO ~NO®

11 10.627 1448 1452 1455 rBV 2230456 1989169 57.73% 8.060%
12 11.321 1566 1570 1574 rBV 1347429 1163923 33.78% 4.716%
13 12.763 1813 1815 1817 rBV2 37023 40739 1.18% 0.165%
14 12.910 1835 1840 1843 rBV 3731587 3445596 100.00% 13.961%
15 13.810 1990 1993 2002 rBV2 204436 323054 9.38% 1.309%

16 13.962 2015 2019 2022 rBV 1094893 1028939 29.86% 4.169%
17 15.404 2260 2264 2274 rVB 757381 1016898 29.51% 4_.120%

Sum of corrected areas: 24679614
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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\BF061820\

BF120653.D

18 Jun 2020 20:29

JU/CG

L3034-08

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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\BF061820\
Data File : BF120653.D

Aca On 18 Jun 2020 20:29

Operator : JU/CG

Sample : L3034-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 2.06 ng 79028 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 12
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF120653.D (-492) (-) m/z 43.00 100.00%
43
59
5000
1 e e ake
...,....,....,....-,':...,“??4.,...‘??....,5.‘?..,...:,|....1,1.1..., m/z 59.00 60.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S SRR
4.60 4.80 500 5.20 5.40
59 m/z 101.00 19.67%
21 37 | 53 67 77 83 o1 }Ol
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 17.42%
101
15 253137, 51 2B g9 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone e P
50 4.60 4.80 500 5.20 5.40
m/z 41.00 10.11%
5000 43
31
15 m‘ | ‘ N 69 8\7
m/z--> 0 20 30 40 50 60 70 8 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120653.D

Aca On 18 Jun 2020 20:29

Operator : JU/CG

Sample : L3034-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 9-Tricosene, (2)- Concentration Rank 2

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

13.81 6.28 ng 323054 Chrysene-di12 13.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Trichloroacetic acid, hexadecyl . 386 C18H33CI1302 074339-54-1 91

Abundance Scan 1993 (13.810 min): BF120653.D (-1990) (-) m/z 57.10 100.00%
57
I ]/J”’/u‘
5000 11
l 139 230 13.40 13.60 13.80 14.00 14.20
169 207 259280 354 377
O S ..]l.‘r,'....,..!.,....3,0?.3.32.,.... m/z 43.10 83.67%
miz--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)-
55 83
5000 111 TT T T [T T I T [T T T T [ TTTT[TT
13140 13.60 13.80 14.00 14.20
29 m/z 83.10 82.49%
L e e
. b § by R0 196 222 262 24 |
miz--> 50 100 150 200 250 300 350
Abundance
55 83
B e
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.10 76.94%
29 139
167 196 224 252 280 308
e T e
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol T
57 7 13.40 13.60 13.80 14.00 14.20
m/z 97.10 74 .53%
5000
125
29
L g ‘x 125,181 209 236 264 292 320 350 378
e . e B e
miz--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00 14.20

8270-BF061020.M

Fri

Jun 19 07:11:06 2020

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061820\
Data File : BF120653.D

Acq On 18 Jun 2020 20:29

Operator : JU/CG

Sample - L3034-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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-Pentanone, 4-hy... 5.00 2.1 ng 79028 1 6.80 768690 20.0
9-Tricosene, (2)- 13.81 6.3 ng 323054 5 13.96 1028940 20.0
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