LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030520\
Data File : BF119232.D

Aca On : 6 Mar 2020 00:58

Operator : CG/JU

Sample : L1792-07

Misc :

ALS Vial : 16 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-BF022020.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 4.934 481 484 504 rvVB 247577 371767 8.05% 1.159%
2 5.363 553 557 589 rBY 2591502 3002975 65.00% 9.365%
3 6.381 726 730 758 rBVY 2947711 3060194 66.24% 9.543%
4 6.722 784 788 799 rBVY 1063976 954552 20.66% 2.977%
5 6.881 810 815 830 rBVY 2826506 2724619 58.98% 8.497%

7.287 880 884 898 rBV 1879083 2090823 45.26% 6.520%
8.004 1002 1006 1023 rBV 1373710 1302088 28.18% 4 _.060%
9.081 1183 1189 1192 rBV 4522476 4428329 95.85% 13.809%
9.475 1253 1256 1265 rVB 308075 262391 5.68% 0.818%
9.757 1299 1304 1317 rVB 1839648 1614437 34.95% 5.035%

=
QO ~NO®

11 10.551 1435 1439 1455 rBV 2967773 2850233 61.69% 8.888%
12 11.245 1553 1557 1560 rBV 1682165 1635895 35.41% 5.101%
13 11.775 1644 1647 1652 rBV 132189 188961 4_.09% 0.589%
14 12.827 1821 1826 1829 rBV 4914820 4619917 100.00% 14.407%
15 13.745 1975 1982 1996 rBvV2 138804 437221 9.46% 1.363%

16 13.880 2001 2005 2015 rVB 1208910 1169468 25.31% 3.647%
17 14.339 2080 2083 2087 rBV 61116 55930 1.21% 0.174%
18 14.633 2130 2133 2138 rVB 68124 67808 1.47% 0.211%
19 14.951 2183 2187 2192 rVB 92248 110722 2.40% 0.345%
20 15.304 2242 2247 2257 rVB 764445 966858 20.93% 3.015%

21 15.710 2311 2316 2322 rVB 57186 83636 1.81% 0.261%
22 16.168 2390 2394 2406 rVB4 30038 68620 1.49% 0.214%
Sum of corrected areas: 32067444
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\
Data File : BF119232.D

Aca On : 6 Mar 2020 00:58

Operator : CG/JU

Sample : L1792-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.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: BF119232.D
4000000
3000000 6.38 6.88
5.36
2000000 7.29
6.72
1000000
4.93
—_F -A] ——_—
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119232.D
0.08 1483
4000000
3000000 1055
2000000 9.76 11.25
8.00
1000000
L 0.47 11.77 _ﬂ
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119232.D
4000000
3000000
2000000
13.88
1000000 15.30
13.75 1434 1463 14.95 15.71 16.17
S e B e I e e e e e
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119232.D

Aca On : 6 Mar 2020 00:58

Operator : CG/JU

Sample : L1792-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2

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

4.93 7.79 ng 371767 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (4.928 min): BF119232.D (-481) (-) m/z 42.95 100.00%
a3
59
5000
101
83 4.60 4.80 5.00 5.20
o...,....,....,....','!:..,??-!I,...‘??....,....,...:,....,. m/z 58.95  70.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS UL UL A
59 460 480 500 520
m/z 101.10 28 .85%
15 31 101
o | 25,7 37, 53, | 83
miz--> S N A A A AP AR
Abundance
43
4.60 480 500 520
0,
5000 101 m/z 58.00 17.24%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine e e
3 59 460 480 500 5.20

m/z 41.00 10.10%

5000 18
28
12 AN \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119232.D

Aca On : 6 Mar 2020 00:58

Operator : CG/JU

Sample : L1792-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.31 ng 188961 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Pentadecanoic acid 242 C15H3002 001002-84-2 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 1646 (11.769 min): BF119232.D (-1644) (-) m/z 73.00 100.00%
43 60 T
5000
129
96 115 157 192 213
|| | | 143 171 226 256 11.40 11.60 11.80 12.00
o m— m/z 60.00 79.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR AR RGBS

11.40 11.60 11.80 12.00
m/z 43.00 77.16%

213
143 157171185 199

v

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

%

Abundance
43 60 73
R B o
11.40 11.60 11.80 12.00
5000 m/z 41.00 62.24%
29
129
87 115 171 214
o 101 143157 | 185197
A A B o B e R BAR R e E s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid T
43 60 73 11.40 11.60 11.80 12.00
m/z 55.10 57.29%
- i "A‘/L’(\
O A B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119232.D

Aca On : 6 Mar 2020 00:58

Operator : CG/JU

Sample : L1792-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 7.48 ng 437221 Chrysene-di12 13.88
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 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1983 (13.751 min): BF119232.D (-1975) (-) m/z 83.10 100.00%

5000 4

%

13.40 13.60 13.80 14.00
m/z 97.05 91.31%

230

0 140 167 ]_9]_208 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1

%

5000 LA L L L L L L B
13.40 13.60 13.80 14.00
- m/z 69.10 86.65%
o 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
T
13.40 13.60 13.80 14.00
5000 11 m/z 57.00 82.01%
29 139

o 167 196 224 252 280 308

mmmmmw’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T
13.40 13.60 13.80 14.00

m/z 55.00 78 .85%

%

5000

125

:

154 180196 224 9251 269
B e e e o
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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
BF119232.D
6 Mar 2020 00:58
CG/Ju
L1792-07

16 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M

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 Triacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.95 2.29 ng 110722 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2187 (14.951 min): BF119232.D (-2183) (-) m/z 57.10 100.00%
57
5000
18 160 153 51 230 ot 1450 1430 1500 1900 "
ob il m/z 71.10 93.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AN U AU B
14.60 14.80 15.00 15.20
m/z 85.05 70.46%
118 141
oL.20 ‘ | | 797,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 59.58%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane B B .
57 14.60 14.80 15.00 15.20
m/z 55.00 27 .05%
5000
85
o ?? | | /118 141 169 197 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030520\
Data File : BF119232.D

Acq On : 6 Mar 2020 00:58

Operator : CG/JU

Sample : L1792-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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... 4.93 7.8 ng 371767 1 6.72 954552 20.0
n-Hexadecanoic acid 11.77 2.3 ng 188961 4 11.25 1635900 20.0
n-Nonadecanol-1 13.75 7.5 ng 437221 5 13.88 1169470 20.0
Triacontane 14.95 2.3 ng 110722 6 15.30 966858 20.0
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