LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119896.D

Aca On : 10 Apr 2020 15:57

Operator : MA/SJ

Sample : L2178-06

Misc :

ALS Vial : 8 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 4.946 482 486 493 rVB 169152 193994 2.50% 0.422%
2 5.357 552 556 560 rBY 2867838 2790065 36.00% 6.073%
3 6.375 725 729 739 rBVY 1713968 1692203 21.83% 3.683%
4 6.751 789 793 796 rBVY 1350989 1093990 14.11% 2.381%
5 6.910 815 820 823 rBVY 5500875 5087090 65.63% 11.073%
6 7.322 883 890 892 rBVY 3787558 4409115 56.89% 9.597%
7 8.034 1007 1011 1015 rBV 1588731 1452894 18.74% 3.162%
8 9.116 1189 1195 1198 rBVY 6862582 7750884 100.00% 16.871%
9 9.510 1258 1262 1265 rBV 233471 199261 2.57% 0.434%
10 9.792 1305 1310 1313 rBvV 1952107 1714816 22.12% 3.733%
11 9.816 1313 1314 1321 rVB 96218 86282 1.11% 0.188%

12 10.586 1438 1445 1448 rBV 4858501 5120128 66.06% 11.145%
13 11.280 1558 1563 1566 rBV 1980839 1777169 22.93% 3.868%
14 11.816 1650 1654 1663 rBV 1025366 979695 12.64% 2.132%
15 12.604 1784 1788 1798 rBV 645702 634806 8.19% 1.382%

16 12.716 1804 1807 1811 rVB 209734 197564 2.55% 0.430%
17 12.874 1828 1834 1837 rBV 6404576 7096026 91.55% 15.445%
18 13.798 1984 1991 1999 rBV 265179 473346 6.11% 1.030%
19 13.921 2008 2012 2015 rBV 1687725 1531963 19.77% 3.335%
20 14.698 2142 2144 2149 rVB 105955 101185 1.31% 0.220%

21 15.027 2196 2200 2204 rVB 95462 105262 1.36% 0.229%
22 15.351 2250 2255 2259 rBV 1016594 1265556 16.33% 2.755%

23 15.392 2259 2262 2267 rVB 94341 109831 1.42% 0.239%
24 15.810 2329 2333 2338 rVB 55106 79602 1.03% 0.173%

Sum of corrected areas: 45942727
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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\BF041020\

BF119896.D

10 Apor 2020 15:57

MA/SJ

L2178-06

8 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\BF041020\
Data File : BF119896.D

Aca On : 10 Apr 2020 15:57

Operator : MA/SJ

Sample : L2178-06

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.95 3.55 ng 193994 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 487 (4.951 min): BF119896.D (-482) (-) m/z 43.00 100.00%
48
59
5000
101
| 51 | 83 | 460 4.80 5.00 5.20
A AR AN NS AN KRS NANS RRRRE AN RAASS RARSSARAN AAMS LALA LARAIAARRS m/z 59.00 62.77%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 L R L I R B
59 460 480 500 520
m/z 101.00 17.13%
15 31 101
wl 51.| 83
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.00 16.24%
68
50 126 142
R AR AR AR RAARS RS RARRN AR RRRRN RARRN RARAN LAARE LA LA LR AR o
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LA L L L L LB L I
43 460 4.80 5.00 5.20
m/z 41.05 8.60%
5000
15
58
27
'”E”WA”PJH””“”W””P”W””P”W””P”W””P”W””P”W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119896.D

Aca On : 10 Apr 2020 15:57

Operator : MA/SJ

Sample : L2178-06

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.82 11.03 ng 979695 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1655 (11.822 min): BF119896.D (-1650) (-) m/z 60.00 100.00%
73
5000 129 ﬁ\
97 s 213 I |
143197171185, 227, 256 1160 11.80 12.00 12.20
m/z 72.95 97.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR UL B BULIL B
nmumnmnm
m/z 43.00 94 .58%

213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11.60 11. 80 12. OO 12.20

5000 129 m/z 57.00 81.94%
29 171
87 115 165 014
15 101 143 157 198
L o w2 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid R e SR e
43 60 73 11. 60 11. 80 12. OO 12 20
m/z 55.00 78.91%
29
5000
L ‘M 143 157171185 1%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119896.D

Aca On : 10 Apr 2020 15:57

Operator : MA/SJ

Sample : L2178-06

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.60 8.29 ng 634806 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 25
Abundance Scan 1787 (12.598 min): BF119896.D (-1784) (-) m/z 43.00 100.00%
8 6
5000
- 1220 1240 12160 1280 1300
e m/z 60.00 81.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

73

43 §

12.I20 12.I4O 12.60 12.I80 13.IOO
m/z 57.00 81.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
_r'_'_'_l—l_'_'_l_'—r'_l_'_'—r'_l_'_l—l_l_r
12.20 12.40 12.60 12.80 13.00
5000 129 m/z 73.00 80.31%
83 97
115 157171 213 256
143 185 227941

mmmmﬁﬁmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid RS s Ry
73 12.20 12.40 12.60 12.80 13.00
m/z 55.10 74 ._.78%

5000 129

1
143157171185

I T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119896.D

Aca On : 10 Apr 2020 15:57

Operator : MA/SJ

Sample : L2178-06

Misc :

ALS Vial : 8 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

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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.18 ng 473346 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Docosene 308 C22H44 001599-67-3 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 1991 (13.798 min): BF119896.D (-1984) (-) m/z 57.05 100.00%

3.1

7

83

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 55.00 96.93%

139 167 194211

241 267 298

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83

-

5000 TT T T[T T T T [T T T T[T T TT[TT
13. 40 13 60 13. 80 14. 00 14 20
29 m/z 43.00 89.88%
139
167 196 238 266 294
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
LA WA S
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 74 .94%
29
125
72 153 181 308
WWWTWWW’WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate T T T T T T s
57 13.40 13.60 13.80 14.00 14.20
97 m/z 97.05 65.28%
5000
29 125
LA ) L L 154 182 210 238 265283 334
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 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041020\
Data File : BF119896.D

Acq On : 10 Apr 2020 15:57

Operator : MA/SJ

Sample : L2178-06

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 4.95 3.5 ng 193994 1 6.75 1093990 20.0
n-Hexadecanoic acid 11.82 11.0 ng 979695 4 11.28 1777170 20.0
Octadecanoic acid 12.60 8.3 ng 634806 5 13.92 1531960 20.0
1-Heneicosanol 13.80 6.2 ng 473346 5 13.92 1531960 20.0
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