LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031020\
Data File : BF119319.D

Aca On : 10 Mar 2020 16:22

Operator : CG/JU

Sample : L1852-19

Misc :

ALS Vial : 9 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 4.934 480 484 501 rvB 196212 302340 9.41% 1.321%
2 5.363 553 557 576 rBY 2169108 2447511 76.21% 10.695%
3 6.386 727 731 751 rBVY 2226734 2453540 76.39% 10.722%
4 6.728 785 789 796 rBV 598704 593377 18.48% 2.593%
5 6.881 811 815 826 rBVY 2465855 2231792 69.49% 9.753%
6 7.292 881 885 906 rBY 1680123 1651605 51.42% 7.217%
7 8.004 1003 1006 1016 rBV 788885 750876 23.38% 3.281%
8 9.080 1184 1189 1200 rBVY 3419174 3211697 100.00% 14.035%
9 9.480 1253 1257 1265 rVB 333507 340643 10.61% 1.489%
10 9.757 1300 1304 1315 rVB 925943 832632 25.92% 3.639%

11 10.551 1435 1439 1455 rBV 1688224 1662369 51.76% 7.264%
12 11.245 1553 1557 1565 rBV 819684 756684 23.56% 3.307%
13 11.774 1644 1647 1654 rVB3 92608 108752 3.39% 0.475%
14 12.463 1760 1764 1769 rBV 178371 173917 5.42% 0.760%
15 12.557 1777 1780 1786 rBv4 37003 45549 1.42% 0.199%

16 12.686 1797 1802 1806 rBV 164414 181402 5.65% 0.793%
17 12.827 1821 1826 1829 rBV 2950343 2659749 82.81% 11.623%
18 13.392 1917 1922 1925 rBV5 29598 37474 1.17% 0.164%
19 13.721 1975 1978 1989 rVB3 159530 284315 8.85% 1.242%
20 13.886 2001 2006 2009 rBV2 771601 798568 24 .86% 3.490%

21 13.910 2009 2010 2016 rVB 102194 101810 3.17% 0.445%

22 14.039 2028 2032 2034 rBV3 35138 41787 1.30% 0.183%
23 14.339 2080 2083 2086 rBV2 49933 58075 1.81% 0.254%
24 14.633 2131 2133 2136 rVB 59492 50632 1.58% 0.221%
25 14.915 2177 2181 2184 rBV 96089 135724 4.23% 0.593%
26 14.945 2184 2186 2192 rVB3 79490 98306 3.06% 0.430%
27 15.204 2227 2230 2237 rVB 51736 61321 1.91% 0.268%
28 15.262 2237 2240 2244 rBV 66762 79716 2.48% 0.348%
29 15.315 2244 2249 2262 rVB 452857 678805 21.14% 2.966%
30 15.709 2312 2316 2320 rVB3 37865 52856 1.65% 0.231%
Sum of corrected areas: 22883824
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF031020\

BF119319.D

10 Mar 2020 16:22

CG/Ju

L1852-19

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031020\
Data File : BF119319.D

Aca On : 10 Mar 2020 16:22

Operator : CG/JU

Sample : L1852-19

Misc :

ALS Vial : 9 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 10.19 ng 302340 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 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 42
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 483 (4.928 min): BF119319.D (-480) (-) m/z 42.95 100.00%
43
59
5000
101
53 83 460 480 500 520
o) EEESEEEEESSEEIEESRY Y UL ¥ | NS PN m/z 59.00 72.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL I L
59 460 480 500 520
m/z 101.00 29.13%
15 31 101
25, 37, 53 83
I I I I I I I IR I B
m/z--> 10 40 50 70 80 90 100 110
Abundance
43 59
460 480 5.00 520
5000 18 m/z 58.00 16.57%
28 Ak
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2—methy|— LI L L B L L LB |
59 460 480 500 520
m/z 41.00 9.27%
5000
31 101
0 HH\M
m/z--> 10 50 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031020\
Data File : BF119319.D

Aca On : 10 Mar 2020 16:22

Operator : CG/JU

Sample : L1852-19

Misc :

ALS Vial : 9 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 2.87 ng 108752 Phenanthrene-d10 11.24
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 1646 (11.768 min): BF119319.D (-1644) (-) m/z 73.00 100.00%
60 B
43
5000 129
7 115 157 213
01 1437 171185,99 | 507 256 11.40 11.60 11.80 12.00
0 m/z 60.00 81.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

11.40 11.60 11.80 12.00

m/z 43.05 66.11%
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
L e e e
11.40 11.60 11.80 12.00
5000 m/z 40.95 60.42%
29
129
87 115 171 214
o 101 143157 | 1854
R AR B e R Ra o R AR = a e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B s
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 59.02%
5000 129
29
199
143 157171185 242
oL 15
T
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\BF031020\
Data File : BF119319.D

Aca On : 10 Mar 2020 16:22

Operator : CG/JU

Sample : L1852-19

Misc :

ALS Vial : 9 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 4 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.12 ng 284315 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 89
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 1978 (13.721 min): BF119319.D (-1975) (-) m/z 57.05 100.00%

57 83

5000

:

234 13.40 13.60 13.80 14.00
169 211
o 190 282 m/z 83.05 96.25%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

55 83

-

5000 LA L L L L L L L BB
13 40 13 60 13. 80 14. 00
29 m/z 69.05 90.21%
ol 167182 210 238 264280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 R LA B R S
13.40 13.60 13.80 14.00
5000 m/z 43.10 88.02%
41
111
ol 25 126 154169 195210 238 5583
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester A R R R e EEE
4 13.40 13.60 13.80 14.00

69 m/z 97.05 86 .86%

5000

125

-

153 181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031020\
Data File : BF119319.D

Acq On : 10 Mar 2020 16:22

Operator : CG/JU

Sample - L1852-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
2-Pentanone, 4-hy... 4.93 10.2 ng 302340 1 6.73 593377 20.0
n-Hexadecanoic acid 11.77 2.9 ng 108752 4 11.24 756684 20.0
Behenic alcohol 13.72 7.1 ng 284315 5 13.89 798568 20.0
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