LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10 Instrument :
Operator : HP/JU BNA_F

Sample - K3726-05 ClientSampleld :
Misc : PIPE-1 070919
ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF070519_.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 height area % max. total
1 2.169 8 14 50 rvB 1118658 1660082 50.86% 5.457%
2 5.510 577 582 585 rBV 2423555 2332461 71.45% 7.667%
3 6.516 748 753 764 rBV 2597647 2528154 77.45% 8.310%
4 6.663 773 778 781 rBV 2661478 2574005 78.85% 8.461%
5 6.892 813 817 820 rBV 962876 737650 22.60% 2.425%
6 7.051 840 844 847 rBV 2407901 2037457 62.42% 6.697%
7 7.451 907 912 915 rBV 1676250 1583649 48.51% 5.206%
8 8.175 1031 1035 1038 rBV 1205912 950130 29.11% 3.123%
9 9.251 1214 1218 1221 rBV 3676032 2949828 90.37% 9.696%
10 9.639 1280 1284 1289 rBV 884871 699327 21.42% 2.299%

11 9.927 1330 1333 1337 rBV 1297637 1130583 34.63% 3.716%
12 10.716 1463 1467 1470 rBV 1852726 1637000 50.15% 5.381%
13 10.816 1481 1484 1490 rBV 68171 66237 2.03% 0.218%
14 11.416 1582 1586 1589 rBV 1411930 1229295 37.66% 4.041%
15 11.939 1671 1675 1685 rBvV2 112759 154647 4.74% 0.508%

16 12.727 1805 1809 1822 rBV 178088 276964 8.48% 0.910%
17 12.998 1851 1855 1859 rBV 3412035 3264312 100.00% 10.730%
18 13.910 2006 2010 2026 rBV2 138823 317363 9.72% 1.043%
19 14.051 2030 2034 2042 rVB 1312766 1142112 34.99% 3.754%
20 14.221 2060 2063 2067 rBV 120022 101422 3.11% 0.333%

21 14.527 2111 2115 2118 rBV 209123 182121 5.58% 0.599%
22 14.839 2164 2168 2176 rBV 299934 303572 9.30% 0.998%
23 15.186 2222 2227 2233 rBV 338003 406490 12.45% 1.336%
24 15.527 2280 2285 2289 rBV 805023 999183 30.61% 3.284%
25 15.574 2289 2293 2301 rVB 342796 471253 14.44% 1.549%

26 16.015 2363 2368 2375 rBV 245618 389361 11.93% 1.280%
27 16.533 2450 2456 2466 rBV 123517 229821 7.04% 0.755%
28 17.139 2554 2559 2567 rVB3 34235 67786 2.08% 0.223%

Sum of corrected areas: 30422265
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF115461.D
3500000

3000000

6.55.66
2500000 5.51 7.05

2000000
7.45

1500000

217
1000000 6.89

500000

e T S L

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: BF115461.D

3500000 9125 13.00

3000000
2500000
2000000 10.72

1500000 0.3 11.42

1000000 9.64

500000

11.94 12.73
" .

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: BF115461.D

3500000

3000000
2500000
2000000
1500000 14.05

1000000 15.53

500000 1484 15.19 57
13.91| 14.22 1‘)(?3 N A J\ 16.53
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.17 45.01 ng 1660080 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 14 (2.169 min): BF115461.D (-8) (-) m/z 73.05 100.00%
7B
5000 /\
43 55 87 L
37 | 7 220 2.30 2.40 2.50 2.60
O e e 82 e M/Z 43.00  33.02%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 25.60%
o M\\ 37\\\ 49 67|, 101
mz> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance
73
87 AN AR IR LU A U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 23.72%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- e
73 220 2.30 2.40 2.50 2.60

m/z 71.10 11.61%

5000
45
29
N 39‘\ S 67 |, 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 2 unknown6.66 Concentration Rank 1

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

6.66 69.79 ng 2574010 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 778 (6.663 min): BF115461.D (-773) (-) m/z 132.00 100.00%
5000 68
" % J "ok 6b0 650 760
54 - - - -
o | f7 s L apsus l  "m/z 68.00 38.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 IS LRSS S UL L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.79%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 24.43%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine o A Ramas Ea s
132 6.40 6.60 6.80 7.00
o7 m/z 69.10 14.98%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

Sample - K3726-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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 4 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.52 ng 154647 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 1675 (11.939 min): BF115461.D (-1671) (-) m/z 73.00 100.00%
43 607
5000 129
5 115 171 213 T T
143157171185 159 77 256 11.60 11.80 12.00 12.20
(o} m/z 60.00 83.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20

m/z 43.00 80.10%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 T
11.60 11.80 12.00 12.20
5000 29 129 m/z 57.00 66.66%
g 15 o 214
101 143157 | 185
Ol e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B e
43 60 73 11.60 11.80 12.00 12.20
m/z 40.95 61.55%
5000 129
29
199
143157171185 242
oL 15
e B LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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 5 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.73 4_.51 ng 276964 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1809 (12.727 min): BF115461.D (-1805) (-) m/z 73.00 100.00%
43 - 7B
5000 129
143157171 1240 12.60 12.80 13.00
0 m/z 43.00 94 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
483 57 78
5000 129 SR DU B SRR SR
12. 40 12. 60 12. 80 13.00
m/z 60.00 84 .59Y%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
12.40 12.60 12.80 13.00
5000{ 29 256 m/z 57.00 78 .33%
129
97 213
) 15 43157171185 o 227001
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e LR R R mae o S
78 12.40 12.60 12.80 13.00
43 m/z 55.00 70.71%
5
5000 129
185 228
115
1 1435171
OI .......TJW H‘ “.‘..‘..:!-.57.....‘..]:99.?}?.}‘......|....|... e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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-Decanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.91 5.56 ng 317363 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 76
Abundance Scan 2010 (13.910 min): BF115461.D (-2006) (-) m/z 57.00 100.00%

5000

E

111

5
130 155168 197 216 248 13.60 13.80 14.00 14.20
m/z 43.05 76.69%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95994: 1-Decanol, 2-hexyl-

E

13!60 13.I80 14.IOO 14!20
m/z 71.00 68.11%

5000

125
139 154168182196 210224

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
8B 0n 13.60 13.80 14.00 14.20
5000 o m/z 55.00 53.13%

111
29

125
o 139 154168182196210224 238252 269

wmmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109268: Ethanol, 2-(tetradecyloxy)- T
13.60 13.80 14.00 14.20
m/z 85.05 51.76%

E

5000

5
139154168 5,196 11227 y5g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

EaE R R ok SR R e

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

n Parameters:

EA R R R S R R e S R R R AR AR R e Rk R R G R R R S R R S R R S R R R R AR R o e S e

Peak Number 7 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .53 3.19 ng 182121 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2115 (14.527 min): BF115461.D (-2111) (-) m/z 57.00 100.00%
g7
85
5000
113 14.20 14.40 14.60 14.80
141
ol .J, A, asseer o er  h77T 71.05 76.92%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
. ] ft
5000 R L A B AR
mmmmmmmm
m/z 43.05 60.31%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.10 57 .24%
. 29 113 141 169 197 225 253
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #209566: Octacosane T T
57 14.20 14.40 14.60 14.80
m/z 55.00 22 .99%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 351;0 ' 14 20 14. 40 14 60 14.80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

Sample - K3726-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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 8 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .84 6.08 ng 303572 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2168 (14.839 min): BF115461.D (-2164) (-) m/z 57.00 100.00%

57

5000

14.60 14.80 15.00 15.20

239 267282

0! m/z 71.05 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
4 m/z 43.00 57.94%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnnlnnp.npn..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R R R e s
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 55.99%
41
ol 26 13 141 169 197 295 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57 14.60 14.80 15.00 15.20
m/z 55.00 21.17%
5000 85
R L R a L  E RARRSRARRNERRLEEEEEE R RN T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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 9 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.19 8.14 ng 406490 Perylene-di12 15.53
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 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2228 (15.192 min): BF115461.D (-2222) (-) m/z 57.05 100.00%
g7
85
5000
Lh l|lll3 141 169 207 30 267 14.80 15.00 15.20 15.40 15.60
ol by e m/z 71.05 83.61%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40 15.60
m/z 85.05 60.75%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 43.00 60.10%
. 29 113 141 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R EaE s
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 24 .19%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 14'80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

ﬁ?ggle i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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 10 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.02 7.79 ng 389361 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2369 (16.021 min): BF115461.D (-2363) (-) m/z 57.00 100.00%
g7
85
5000

15.80 16.00 16.20 16.40

141 169 1197 225
0...J,.l “ﬂl SR | —— m/z 71.10 80.59%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000

15.80 16.00 16.20 16.40

113 m/z 85.05 58.42%
29 141
Ol b A [ 177109 197 205 53 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 43.05 58.14%
113
0 29 141 169 197 225 267 295 365 393
T T T T T e T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e
57 1580 16.00 16.20 16.40

m/z 55.00 23.57%

85
5000
29 113
\ | | 777,241 169 197 225 253 296

ot—rrtpitt e T T T

T |
m/z--> 50 100 150 200 250 300 350 15. 80 16 00 16. 20 16. 40
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Data Path : Z
Data File : BF
Acq On : 10
Operator : HP
Sample : K3
Misc :

ALS Vial : 4

Quant Method
Quant Title

TIC Library
TIC Integratio

EaE R R ok SR R e

Library Search Compound Report

\SVOASRV\HPCHEMI\BNA_F\DATA\BFO071019\

115461.D

Jul 2019 18:10
/JU

726-05

PIPE-1 070919

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

n Parameters:

EA R R R S R R e S R R R AR AR R e Rk R R G R R R S R R S R R S R R R R AR R o e S e

Peak Number 11 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.60 ng 229821 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2456 (16.533 min): BF115461.D (-2450) (-) m/z 57.00 100.00%
57
RN SUNRA SRR
141 183 16.20 16.40 16.60 16.80
N v 111‘ Ay b . m/z 71.05  79.02%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 U
mmmmmmmm
m/z 43.05 58.90%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.05 58.66%
0 29 13 141 169 197 225 267 295 365 393
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane AR EELEEE S E e S
57 16.20 16.40 16.60 16.80
m/z 99.00 21.12%
5000 85
113 141
oL 20 L {11169 107 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460 16.20 16.40 16.60 16.80
8270-BF070519.M Fri Jul 12 07:37:16 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71019\

Data File : BF115461.D

Acq On : 10 Jul 2019 18:10

Operator : HP/JU

3?22'6 i K3726-05 PIPE-1_070919
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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]
Butane, 2-methoxy... 2.17 45.0 ng 1660080 1 6.89 737650 20.0
unknown6 .66 6.66 69.8 ng 2574010 1 6.89 737650 20.0
n-Hexadecanoic acid 11.94 2.5 ng 154647 4 11.42 1229300 20.0
Octadecanoic acid 12.73 4.5 ng 276964 4 11.42 1229300 20.0
1-Decanol, 2-hexyl- 13.91 5.6 ng 317363 5 14.05 1142110 20.0
Heneicosane 14.53 3.2 ng 182121 5 14.05 1142110 20.0
Octadecane 14.84 6.1 ng 303572 6 15.53 999183 20.0
Hexacosane 15.19 8.1 ng 406490 6 15.53 999183 20.0
Eicosane 16.02 7.8 ng 389361 6 15.53 999183 20.0
Triacontane 16.53 4.6 ng 229821 6 15.53 999183 20.0
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