LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112851.D
Aca On : 5 Mar 2019 13:13 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (1704-05 PST-028-SW068-022719
ALS Vial : 5 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-BF022719.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 5.357 551 556 559 rBY 3653717 3863466 84.59% 9.944%
2 6.381 724 730 748 rBVY 3741415 4222504 92.45% 10.868%
3 6.516 748 753 756 rBVY 4272488 4109607 89.97% 10.578%
4 6.745 788 792 795 rBVY 1222455 1024618 22.43% 2.637%
5 6.904 814 819 822 rBVY 3345132 3162694 69.24% 8.140%
6 7.304 882 887 890 rBVY 2616555 2557110 55.98% 6.582%
7 8.028 1005 1010 1016 rBvY 1160678 1235322 27.05% 3.180%
8 9.104 1188 1193 1203 rBV 4433446 4567535 100.00% 11.756%
9 9.492 1256 1259 1266 rBV 242573 236936 5.19% 0.610%
10 9.775 1303 1307 1322 rVB 1489471 1403510 30.73% 3.612%

11 10.557 1436 1440 1456 rBV 2738913 2811008 61.54% 7.235%
12 11.010 1512 1517 1523 rVB 84839 116652 2.55% 0.300%
13 11.251 1554 1558 1566 rBV 1410841 1308048 28.64% 3.367%
14 11.792 1646 1650 1657 rBvV2 183047 271125 5.94% 0.698%
15 11.851 1657 1660 1668 rVB4 48726 77717 1.70% 0.200%

16 12.580 1780 1784 1796 rBV3 75325 160328 3.51% 0.413%
17 12.833 1823 1827 1831 rBV 3766730 3761195 82.35% 9.681%
18 13.422 1920 1927 1929 rBV2 35577 47247 1.03% 0.122%
19 13.739 1977 1981 1988 rBvV2 193159 278414 6.10% 0.717%
20 13.880 2001 2005 2012 rBV 1189953 1152001 25.22% 2.965%

21 14.063 2033 2036 2042 rBvV 89096 87889 1.92% 0.226%
22 14.369 2085 2088 2093 rBV 111069 113457 2.48% 0.292%
23 14.663 2135 2138 2142 rVB 147964 134235 2.94% 0.346%
24 14.733 2147 2150 2157 rVB 90010 100194 2.19% 0.258%
25 14.980 2189 2192 2207 rVB 240617 415913 9.11% 1.071%

26 15.292 2240 2245 2250 rBV 905528 1118609 24.49% 2.879%
27 15.339 2250 2253 2259 rVB 146896 183345 4._.01% 0.472%

28 15.751 2319 2323 2327 rVB 137784 182999 4.01% 0.471%
29 16.221 2400 2403 2415 rVB3 82751 148188 3.24% 0.381%

Sum of corrected areas: 38851866
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

ﬁ?gg le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF112851.D

4000000
536 6.38

6.90

3000000
7.30

2000000

6.75
1000000

O e[ — S e e e

T
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: BF112851.D

4000000 12.83

3000000 10.56

2000000

9.77 11.25
8.03
1000000

9.49 11.
J o s 1250

e e
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: BF112851.D

4000000

3000000

2000000

13.88
15.29
1000000

14.98
a0 374l 1406 1437 146673 34 15.75 16.22

T

T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

Sample : K1704-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.52 Concentration Rank 1

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

6.52 80.22 ng 4109610 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (6.522 min): BF112851.D (-748) (-) m/z 132.00 100.00%
5000
68
40 54 7 87 9|6 5115 “J 6.20 640 6.60 6.80
|47 &7 | yeus W m/z 134.00 34.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENRERE SRS RS AR
6.20 6.40 6.60 6.80
31 51 78 m/z 68.00 33.47%
"L'%! J!'I'!"I""I""I" L DU L B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.20 640 6.60 6.80
5000 gg 116 m/z 66.00 21.57%
SN | SRR 8 rﬂQ7ILLII A 158 .,.1??
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e
132 6.20 6.40 6.60 6.80
m/z 96.00 12.89%
5000 67
41 97
53
‘ 29 ‘ 117
: |||“i“| |“|‘||‘|“l‘|‘|“|‘|8|8|‘i |1|O§| |“|||H||||||||||||||| e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF022719.M Wed Mar 06 16:50:29 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 4_.15 ng 271125 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1650 (11.792 min): BF112851.D (-1646) (-) m/z 73.00 100.00%
60 73
5000 129 L
97 115 213 e
143157171185 o | 57 256 11.40 11.60 11.80 12.00 12.20
m/z 43.00 92.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 SR SURELLE SRR UG B
11. 40 11. 60 11. 80 12. oo 12. 20
m/z 60.00 86.63%
L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11,40 11.60 11.80 12.00 12.20
5000 m/z 41.00 71.73%
29
LN .‘, [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L e
43 60 78 11.40 11.60 11.80 12.00 12.20
m/z 57.00 70.69%
5000 - e
‘ T7 Ol115 ‘ 171185 214
MHH Jl B L MeaeT | e | I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 7
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.78 ng 160328 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 3.5-Difluorobenzaldehyde carbamo... 199 C8H7F2N30 163893-49-0 18
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 11
Abundance Scan 1784 (12.580 min): BF112851.D (-1780) (-) m/z 72.95 100.00%
43 57 7B
129
5000
H 143,171 12:20 12,40 12.60 12.80
-l Al m/z 43.00 98.39%
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 AR AR AR AR R
nmnmnmnm
185 m/z 57.00 90.40%
1JJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78
43 NSRS BUNUSN SUNLE R
12.20 12.40 12.60 12.80
5000 m/z 55.00 80.02%
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid A B b
78 12.20 12.40 12.60 12.80
m/z 60.00 74 .31%
129
5000
43 5
87 115
1A g] ot VB
nl 1l I
m/z--> 26 4b eb éo 160 150 150 1éo 180 260 220 240 2éo 2éo 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.83 ng 278414 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1981 (13.739 min): BF112851.D (-1977) (-) m/z 56.95 100.00%
g7
83
5000
111
AU N U
139 13.40 13.60 13.80 14.00
- 108 101 m/z 55.00 84.95%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 9
5000 AR AR UL SRR
125 13.40 13,60 13.80 14.00
m/z 43.00 81.82%
29 I 11?3.181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester
83 AU N U
13.40 13.60 13.80 14.00
5000 111 m/z 83.00 77.59%
29 169
L4 ‘ b i | as 2a 302
m/z--> 50 100 150 200 250 300 350 '
Abundance #185169: Heptadecy! trifluoroacetate A e
57 13.40 13.60 13.80 14.00
97 m/z 96.95 69.18%
5000
29 125
1l b 1154 180 210 238 263 3
m/z--> 50 100 150 200 250 300 350 ' 13.40 13.60 13.80 14.00

8270-BF022719.M Wed Mar 06 16:50:30 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.40 ng 134235 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Docosane 310 C22H46 000629-97-0 87
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2138 (14.663 min): BF112851.D (-2135) (-) m/z 57.00 100.00%
57
5000
113 | 14.40 14.60 14.80 15.00
141 169 207
B Iy b 29 267 | "m/z 71.00 72.87%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI L B SULRLLE UL
Mmmmmmmm
m/z 43.00 61.15%
29 113
LAl J | J1ﬂ11169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3éo
Abundance #202662: Heptacosane
57
| 14.40 14.60 14.80 15.00
5000 m/z 85.00 52.86%
85
201 J (113 141 169 107 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #185535: Heptadecane, 9-octyl- P B
57 14.40 14.60 14.80 15.00
m/z 55.00 20.78%
- T W
113
~ 3} b Tn M e nor P aer a4 spzse
m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3
R.T. EstConc Area Relative to ISTD R.T.

14.98 7.44 ng 415913 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 2192 (14.980 min): BF112851.D (-2189) (-) m/z 57.00 100.00%

g7
5000 85

s e
I 113 141 14.60 14.80 15.00 15.20
169 192211
ot I P 122 230 282 885 Thyz 71.00  62.60%
miz--> 50 150 200 250 300 350
Abundance #175557: Tetracosane

E

5000 85 [TTrr[rrrr[rrrryrrror|m
14.60 14.80 15.00 15.20
29 m/z 43.00 60.97%
[ I | | M8 141 160 197 225 253 281 300 338
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
A B b
85 14.60 14.80 15.00 15.20
5000 m/z 85.00 47 .50%
29 141
LLLL e | e
] | . |
el Y
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R B e R
57 14.60 14.80 15.00 15.20
m/z 55.00 21.28%
85
5000
29 113
Ll | ML 169 107 225 253 296
— e A A B EREaE R
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.75 3.27 ng 182999 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2323 (15.751 min): BF112851.D (-2319) (-) m/z 57.00 100.00%
57
85
5000
o |10 190 0 o0 ons 1540 15,60 1580 16100
e A m/z 71.00 69.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 A SRR B SRR B
mmmmmmmm
m/z 43.00 58.71%
29
| I J / J1$1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #194493: Hexacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 52.89%
290 1| M8 141 169 107 205 253 295 323 367
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane B B .
57 15.40 15.60 15.80 16.00
m/z 55.00 20.81%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4c')o 15'40 15. 60 15. 80 16. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112851.D

Aca On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Sulfurous acid, pentadecyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.65 ng 148188 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2403 (16.221 min): BF112851.D (-2400) (-) m/z 57.00 100.00%
g7
85
5000
111 R R SRR BN B
3 1 141 169 207995 249 281 311 16.00 16.20 16.40 16.60
il m/z 71.00 65.85%
m/z--> 50 100 150 200 250 300 350
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43
71
5000 R R SR BN B
16.00 16.20 16.40 16.60
97 m/z 85.05 56.09%
il J m 1 Il I 12I|5 155 182 2:!.'0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
o 16,00 16,20 16.40 16.60
5000 m/z 43.00 54.18%
29 113
l‘ 3 “ | l i‘ JJ \1“11 : 169 o 22 253 2% A/M\__\/\Wu
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane RS EmmEs o L
57 16.00 16.20 16.40 16.60
m/z 99.05 18.61%
5000 85
29
\‘ \‘ ‘\ ' | i‘ 1:!-3 | 141 L 169 197 226
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF030519\

Data File : BF112851.D

Acq On : 5 Mar 2019 13:13

Operator : JU/SJ

3?22 le - K1704-05 PST-028-SW068-022719
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .52 6.52 80.2 ng 4109610 1 6.75 1024620 20.0
n-Hexadecanoic acid 11.79 4.2 ng 271125 4 11.25 1308050 20.0
Octadecanoic acid 12.58 2.8 ng 160328 5 13.88 1152000 20.0
1-Heptacosanol 13.74 4.8 ng 278414 5 13.88 1152000 20.0
Heneicosane 14.66 2.4 ng 134235 6 15.29 1118610 20.0
Tetracosane 14.98 7.4 ng 415913 6 15.29 1118610 20.0
Hexacosane 15.75 3.3 ng 182999 6 15.29 1118610 20.0
Sulfurous acid, p... 16.22 2.6 ng 148188 6 15.29 1118610 20.0
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