LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 4.945 482 486 494 rVB 169455 189186 2.70% 0.445%
2 5.357 552 556 560 rBY 2446674 2517961 35.96% 5.924%
3 6.381 725 730 740 rBVY 1736645 1611667 23.02% 3.792%
4 6.751 789 793 796 rBVY 1128293 917779 13.11% 2.159%
5 6.910 815 820 823 rBVY 5026489 4631997 66.15% 10.897%
6 7.322 883 890 892 rBVY 3397393 3937867 56.24% 9.264%
7 8.033 1007 1011 1015 rBV 1291087 1198304 17.11% 2.819%
8 9.116 1189 1195 1198 rBVY 6052038 6894532 98.46% 16.220%
9 9.510 1257 1262 1265 rBV 279696 227446 3.25% 0.535%
10 9.792 1303 1310 1313 rBY 1645364 1410744 20.15% 3.319%
11 9.816 1313 1314 1320 rVB2 82735 71420 1.02% 0.168%

12 10.586 1438 1445 1448 rBV 4702568 4812885 68.73% 11.323%
13 11.280 1558 1563 1566 rBV 1819309 1592693 22.74% 3.747%
14 11.815 1650 1654 1658 rBV 965169 867691 12.39% 2.041%
15 12.492 1766 1769 1774 rBV 148045 182901 2.61% 0.430%

16 12.604 1784 1788 1798 rBV 796332 789251 11.27% 1.857%
17 12.715 1805 1807 1810 rVB 84247 79829 1.14% 0.188%
18 12.874 1828 1834 1837 rBV 6407562 7002490 100.00% 16.474%
19 13.786 1985 1989 1997 rVB 194535 258583 3.69% 0.608%
20 13.921 2007 2012 2015 rBV 1508779 1389009 19.84% 3.268%

21 14.092 2038 2041 2047 rVB 68956 78760 1.12% 0.185%
22 14.398 2090 2093 2096 rBV 105310 90758 1.30% 0.214%
23 14.698 2140 2144 2148 rVB 139515 135771 1.94% 0.319%
24 15.027 2196 2200 2206 rVB 144807 167576 2.39%% 0.394%
25 15.351 2250 2255 2259 rBV 928644 1097511 15.67% 2.582%

26 15.392 2259 2262 2267 rVB 122318 152604 2.18% 0.359%
27 15.809 2328 2333 2339 rBvV 85010 122357 1.75% 0.288%
28 16.298 2410 2416 2421 rBV2 42464 76793 1.10% 0.181%

Sum of corrected areas: 42506365
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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\

BF119899.D

10 Apr 2020 17:18

MA/SJ

L2178-02

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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\BF041020\
Data File : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 4

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

4.95 4.12 ng 189186 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 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 487 (4.951 min): BF119899.D (-482) (-) m/z 42.95 100.00%
43
59
5000
51 | 83 1c|)1 4.60 4.80 5.00 5.20
SRR 1 NSNS S RSB MS MM m/z 59.00 61.52%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 500 520
m/z 58.00 16.29%
15 31 101
25,7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 4.80 500 520
5000 m/z 101.00 16.14%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- s B
50 4.60 4.80 5.00 5.20
m/z 41.00 10.05%
5000 41
31
| LT
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 8 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\BF041020\
Data File : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.82 10.90 ng 867691 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1655 (11.821 min): BF119899.D (-1650) (-) m/z 60.00 100.00%
43 73
5000 129
97 115 171185 213 IR SR AR U A
143197 199 | 297 256 11.60 11.80 12.00 12.20
e m/z 73.00 96.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 LR UL UL UL R
nmumnmnm
213 m/z 43.00 88.02%
L, 143157171185 199
m/z--> "éb“ 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11)60 11!80 12foo 12)20
5000 129 m/z 57.00 83.06%
29 87 115 171
185 214
s U WM R LT e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T RS
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 77 .39%
5000 129
29
199
‘ ‘ 143 157171 185 242
,;;SII\”,I\,\,M,

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 : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 5 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.60 11.36 ng 789251 Chrysene-di12 13.92
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 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1787 (12.598 min): BF119899.D (-1784) (-) m/z 43.00 100.00%
43 57 45
5000
129
% 115 185 241 12:20 12.40 12.60 12.80 13.00
143157171 | 199213227 284 : : : : :
25 m/z 57.05 91.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129
12.20 12.40 12.60 12.80 13.00
185 m/z 60.00 86.93%
TJJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> N SN B
12.20 12.40 12.60 12.80 13.00
5000 129 m/z 73.00 82.26%
29 87
115 @ 143 199 242
" 101 1571711857, o
wﬁmmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid RERREEEEEE D L
43 0 12.20 12.40 12.60 12.80 13.00
m/z 55.00 75.63%
5000
1431571711851 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1256 1246 igéoliéﬁd igdd
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 6 Heptadecyl heptafluorobutyrate Concentration Rank 5

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

13.79 3.72 ng 258583 Chrysene-di12 13.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 95

2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95

4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 94

5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94

Abundance ~ Scan 1990 (13.792 min): BF119899.D (-1985) (-) m/z 55.00 100.00%

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 57.00 99.57%

m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
139 169 55 238 283 434

5000
29
4

[6)]

~

(o]

w
E

111 13.40 13,60 13.80 14.00 14.20
‘ l m/z 83.05 92.03%
I

:

m/z--> 50 100 15 200 250 300 350 400
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 88.36%
29 125
154 182 210 238 283 334
e T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B R B
57 13.40 13.60 13.80 14.00 14.20
83 m/z 97.05 75.00%
- | ML
29 169
Il hl39‘ ! \ 255 406
....,.... f ....,.... I B e T T T T
m/z--> 50 100 150 200 250 300 350 400 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 7 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.70 2.47 ng 135771 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2144 (14.698 min): BF119899.D (-2140) (-) m/z 57.05 100.00%
5000 85
13 14.40 14.60 14.80 15.00
141
e b 2 10919021 2dv2er  "m/z 43.10 55.79%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

14.40 14.60 14.80 15.00
m/z 71.05 47.68%

5000

113 141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350
Abundance
57
T B LA e o
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 40.18%
29
113 141 169 197 205 253 281 309 337 365 394
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57 14.40 14.60 14.80 15.00
m/z 55.05 19.90%
5000 85
29

| T I T I
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 8 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.03 3.05 ng 167576 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2201 (15.033 min): BF119899.D (-2196) (-) m/z 57.05 100.00%
57
5000 85
113 155 10n007 "' 14.80 15.00 15.20 15.40
....,J.JJ.,.-'...n,*.-.l??,..?‘.”,..25.‘1.,....,....,....f“?o. m/z 43.00 60.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57
5000 85 LI SR B BRI UL

14.80 15.00 15. 20 15. 40

m/z 71.05 47 .86%

29 113
| ] 47y, 141 169 197 225 253 281 309 338
L e I BT LN B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57

14.80 15. OO 15. 20 15.40

85

5000 m/z 85.00 42 .58%
29 113
141 169 197 225 253 296
T T [ T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40

m/z 55.00 20.19%

5000 85

29

(113 141 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 450 14.80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041020\
Data File : BF119899.D

Aca On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 9 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.81 2.23 ng 122357 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2333 (15.809 min): BF119899.D (-2328) (-) m/z 57.00 100.00%

g7
5000 85

15.40 15.60 15.80 16.00 16.20

141 169 207
...,....1| l.d..-,.‘... 2 m/z 71.05 59.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494; Hexacosane

15.40 15.60 15.80 16.00 16.20
m/z 43.00 51.34%

5000

141 169 197 225 253

295

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
S e a4t
15.40 15.60 15.80 16.00 16.20
5000 o m/z 85.10 38.02%
29
113 141 169 197 225 253 281 309 337 365 394
T e e o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 15.40 15.60 15.80 16.00 16.20
m/z 55.00 23.28%
5000 85
113 141
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422
e B e e e e R B B
m/z--> 50 100 150 200 250 300 350 400 1540 1560 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041020\
Data File : BF119899.D

Acq On : 10 Apr 2020 17:18

Operator : MA/SJ

Sample : L2178-02

Misc :

ALS Vial : 11 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 4.1 ng 189186 1 6.75 917779 20.0
n-Hexadecanoic acid 11.82 10.9 ng 867691 4 11.28 1592690 20.0
Octadecanoic acid 12.60 11.4 ng 789251 5 13.92 1389010 20.0
Heptadecyl heptaf... 13.79 3.7 ng 258583 5 13.92 1389010 20.0
Tetracosane 14.70 2.5 ng 135771 6 15.35 1097510 20.0
Heneicosane 15.03 3.0 ng 167576 6 15.35 1097510 20.0
Hexacosane 15.81 2.2 ng 122357 6 15.35 1097510 20.0
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