LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120719\

Data File : BF118130.D

Aca On : 7 Dec 2019 15:44 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

3?22'6 : K6141-04 CMJ-01-COMP

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-BF120619 .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 2.128 3 7 15 rVB 264155 334269 6.63% 0.877%
2 5.081 504 509 518 rVB 504734 676169 13.41% 1.774%
3 5.486 573 578 581 rBY 3420924 3293089 65.30% 8.640%
4 6.498 744 750 753 rBVY 3173121 3546482 70.32% 9.305%
5 6.639 769 774 777 rBV 3994101 3727965 73.92% 9.781%
6 6.863 809 812 816 rBV 901286 752590 14.92% 1.975%
7 7.022 835 839 843 rBVY 3126832 2796287 55.45% 7.337%
8 7.433 903 909 912 rBVY 2304324 2156882 42.77% 5.659%
9 8.151 1027 1031 1039 rBV 1159695 987188 19.57% 2.590%
10 9.233 1210 1215 1218 rBV 4940806 4116221 81.62% 10.800%

11 9.621 1278 1281 1286 rBV 358209 308293 6.11% 0.809%
12 9.910 1327 1330 1334 rBV 1324497 1189126 23.58% 3.120%
13 10.710 1461 1466 1469 rBV 2930997 2950259 58.50% 7.741%
14 11.404 1580 1584 1592 rBV 1530280 1307045 25.92% 3.429%
15 11.927 1669 1673 1682 rBV 398012 380075 7.54% 0.997%

16 12.715 1802 1807 1817 rBV 112118 137768 2.73% 0.361%
17 12.998 1850 1855 1858 rBV 5253878 5043335 100.00% 13.232%
18 13.886 2003 2006 2022 rVB 565086 641621 12.72% 1.683%
19 14.027 2027 2030 2031 rVvVv 70110 55219 1.09% 0.145%
20 14.057 2031 2035 2044 rVB 1173207 1124333 22.29% 2.950%

21 14.209 2057 2061 2067 rBV 100587 105215 2.09% 0.276%
22 14.515 2108 2113 2122 rBV 166492 213325 4.23% 0.560%
23 14.827 2160 2166 2170 rBV2 192988 244137 4.84% 0.641%
24 15.174 2221 2225 2229 rBV 202551 227258 4_.51% 0.596%
25 15.545 2282 2288 2302 rVB 729816 1154781 22.90% 3.030%

26 16.009 2361 2367 2372 rBV 141830 229481 4 _55% 0.602%
27 16.068 2372 2377 2386 rVB4 50914 109114 2.16% 0.286%
28 16.527 2448 2455 2465 rBV3 81423 162232 3.22% 0.426%

29 17.133 2553 2558 2565 rVB3 27180 52655 1.04% 0.138%
30 17.215 2567 2572 2583 rVB10 40641 91999 1.82% 0.241%
Sum of corrected areas: 38114413

8270-BF120619.M Mon Dec 09 16:35:56 2019 Page: 1



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\BF120719\

BF118130.D
7 Dec 2019 15:44
Ju
K6141-04
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF118130.D

6.64

5.49

6.50 7.02

6.86
5.08

7.43

0
Time-->

4.50 5.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF118130.D

10.71

11.40
9.91

11.93

12.72

A
T T LI

0
Time-->

12.00

11.00 11.50

10.50

10.00 12.50

13.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF118130.D

14.06

13.89

1452 14.83 15.17
14jp34.21 =% n A 171702

17.00 17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.13 8.88 ng 334269 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 7 (2.128 min): BF118130.D (-3) (-) m/z 73.05 100.00%
73
5000 23 A
o5 8 RSN UL A I I
| . 2.20 2.30 2.40 2.50
Obrr et s 8 L e e M/Z 43.05  36.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 25.89%
0 Fg 35 || | 67 1], 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RS UL A I I
2.20 2.30 2.40 2.50
5000 55 m/z 55.05 23.64%
J L 79 |, 97 112 129 //\\
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R R
73 2.20 2.30 2.40 2.50
m/z 41.05 12.15%
5000
45
29
ol 39| 5 67 | 101 j\
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 17.97 ng 676169 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 509 (5.081 min): BF118130.D (-504) (-) m/z 43.00 100.00%
a3
59
5000
101 IR A G
480 500 5.20 5.40
83
o...,....,....,....','::..‘??.'!I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.00 63.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 L L L L I
59 480 500 520 5.40
m/z 101.00 24 .72%
31 | 83 g3 101
0”'P“W'”ﬁh'wh”l”“P'”P”'W”W'”Wh'ﬂ”“l””P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
509
480 500 520 540
5000 M m/z 58.00 15.63%
68
0 I, 50| 126 14
LN N IR N LA SN AR RN RSN SARAN LRSS SARAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one R R EmEm i S R
43 4.80 500 5.20 5.40
m/z 41.10 9.76%
5000
55
o T | esm 8 o8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.64 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.64 99.07ng 3727970  1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 774 (6.639 min): BF118130.D (-769) (-) m/z 132.00 100.00%
5000 68
20 54 % J " 640 6.60 6.80 7.00
o {rer lsus g o m/z 68.10 36.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 UL L L L R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.43%
0 N AL DAL DU
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 24 .30%
33 44 105
O | e |
e L L L L UL L L L DL UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A E L o R e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.41%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | U |
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\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.93 5.82 ng 380075 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1673 (11.927 min): BF118130.D (-1669) (-) m/z 72.95 100.00%
73
43 60
5000 129
97 213 e LR
Us | gats7ariaes 570 2se 1160 1180 12.00 12.20 |
(o} m/z 43.05 81.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

——

11.60 11.80 12.00 12.20

5000 129

m/z 59.95 79.70%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 e IEEEam s
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.05 66.38%
‘ 143157 214
oLl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 57.05 66.20%
5000 129
29
143 199 242
‘ | 157171185
ol15 | Il
R R S EAR.

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\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 6 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.11 ng 137768 Phenanthrene-d10 11.40
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 1808 (12.721 min): BF118130.D (-1802) (-) m/z 73.00 100.00%
43 7B
129
5000
284
143157171 12.40 12.60 12.80 13.00
0 m/z 43.05 91.29%
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 BRSNS AR SRR
12.40 12.60 12.80 13.00
185 m/z 60.00 88.55%
143,171 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
12.40 12.60 12.80 13.00
5000 m/z 55.10 88.11%
29
0 ..1.5, A .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e
43 0 12.40 12.60 12.80 13.00
m/z 56.95 79.65%
5000 129
J‘\' 1431571711851 213 256
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 '
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Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Relative to ISTD R.T.

074685-30-6 98
000506-51-4 95
015594-90-8 95
000661-19-8 94
002004-39-9 94

57.05 100.00%

Ly

13.60 13.80 14.00 14.20

m/z 43.05 83.91%

L

13.60 13.80 14.00 14.20

m/z 83.10 79.08%

N
LIS L I L L B L L

13.60 13.80 14.00 14.20

m/z 97.05 74 .95%

L

13.60 13.80 14.00 14.20

m/z 55.05 73 .73%

.

Peak Number 7 5-Eicosene, (E)-
R.T. EstConc Area
13.89 11.41 ng 641621 Chrysene-di12
Hit# of 5 Tentative ID MW  MolForm
1 5-Eicosene. (BE)- 280 C20H40
2 n-Tetracosanol-1 354 C24H500
3 1-Heneicosanol 312 C21H440
4 Behenic alcohol 326 C22H460
5 1-Heptacosanol 396 C27H560
Abundance Scan 2007 (13.892 min): BF118130.D (-2003) (-)
57
83
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
29 111
o A | 139 167 196 223 252 280
rreprere e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1
29
o il 167 195 222 250 280 308 336
PP e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000
29
ol \ 167 196 238 266 294
R RRRaaRRRSESRRESEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Docosane, 11-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.52 3.79 ng 213325 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
Abundance Scan 2114 (14.521 min): BF118130.D (-2108) (-) m/z 57.05 100.00%
57
5000 8
“113 1160 7 225 o 14120 1440 1400 1450
o !‘ﬂw s ———— m/z 71.05 66.19%
m/z--> 50 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000
14.20 14.40 14.60 14.80
m/z 43.05 60.83%
oL 3 18 141 160 197 %9 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 51.71%
ol._3 J 11 ul}3Jlﬁl 169 210,239 267 309 335 366
m/z--> 50 100 1%0 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 31.42%
5000 85
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heptadecane, 9-octyl- Concentration Rank 7

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

14.83 4.23 ng 244137 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2167 (14.833 min): BF118130.D (-2160) (-) m/z 57.05 100.00%

57
85
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
I | l113 141 169 197 225 253 282 14.60 14.80 15.00 15.20
oL b b b 523 %2 | m/z 71.05 77.78%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
g7
5000 85

14.60 14.80 15.00 15.20
m/z 43.05 67.77%

113
ol 3L LN |77, 141 169 107 239 267 204 323 352
e e e B e e e IR A B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
T T T T
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 66.47%
113
N BEE 141,169 197 225 267 295 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 26.44%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
et e e e R IR s
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\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 10 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.94 ng 227258 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2224 (15.168 min): BF118130.D (-2221) (-) m/z 57.05 100.00%
57
5000 85

14.80 15.00 15.20 15.40

113
14 183211 267

0 ....pn.J.,.H”HH T T T T m/z 71.05 75.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
29 m/z 43.05 61.54%
oL Ll P s s o9 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
B R R R AR S B
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 50.17%
113
oL 2] [ | 141 169 107 225 253 281 309 337 365 393 422
....,.... L B e e LA A H i o s S
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 41.00 21.82%
5000 85
113
o 2, ‘ oL M4 169 107 225 267 295 365 393
B B o o e L A e e e o ML AN B o e o B e REmma e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 11 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.01 3.97 ng 229481 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2367 (16.009 min): BF118130.D (-2361) (-) m/z 57.05 100.00%

g7
85
5000
UL 155 105 o1 oo 1660 1560 16,00 16,20 1640

0 P 0 00 O B eSO U m/z 71.05 78.17%

T v
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane

57

5000 85 Lo
15.60 15.80 16.00 16.20 16.40
m/z 43.05 66.24%

29
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
Lt T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57

15 60 15. 80 16. 00 16. 20 16.40

5000 85 m/z 85.05 61.07%
29 113 141
oL L. H 169 197 225 253 281 309 337 380
R B ....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 26.98%
85
5000
29
L J113 141 169 197 240
ottt e
m/z--> 50 100 150 200 250 300 350 15.60 15. 80 16. 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118130.D

Aca On : 7 Dec 2019 15:44

Operator :© JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 12 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.81 ng 162232 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2456 (16.533 min): BF118130.D (-2448) (-) m/z 57.10 100.00%

5000

:

16.20 16.40 16.60 16.80
m/z 71.05  79.15%

04
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane

5

5000 85 L L L L B L |
16.20 16.40 16.60 16.80
- m/z 43.05 61.02%
oL d 4t 169 197 225 253 281 309 337 365 394
chy L T U AR
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
B
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 54.59%
29 113
oL J J I 1 n 0 141 169 197 225 253 295 323 367
...,.... T e e N R R
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane L s E el ST
57 16.20 16.40 16.60 16.80
m/z 99.10 24 _39%
5000 85
113
o 29| ‘ J‘ H (141 169 197 225 267 295 365 393
o L Bt P LSBT 7 N Sl
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120719\
Data File : BF118130.D

Acq On : 7 Dec 2019 15:44

Operator : JU

Sample : K6141-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.13 8.9 ng 334269 1 6.86 752590 20.0
2-Pentanone, 4-hy... 5.08 18.0 ng 676169 1 6.86 752590 20.0
unknown6 .64 6.64 99.1 ng 3727970 1 6.86 752590 20.0
n-Hexadecanoic acid 11.93 5.8 ng 380075 4 11.40 1307050 20.0
Octadecanoic acid 12.72 2.1 ng 137768 4 11.40 1307050 20.0
5-Eicosene, (E)- 13.89 11.4 ng 641621 5 14.06 1124330 20.0
Docosane, 11-butyl- 14 .52 3.8 ng 213325 5 14.06 1124330 20.0
Heptadecane, 9-oc... 14.83 4.2 ng 244137 6 15.54 1154780 20.0
Heneicosane 15.17 3.9 ng 227258 6 15.54 1154780 20.0
Octacosane 16.01 4.0 ng 229481 6 15.54 1154780 20.0
Hexacosane 16.53 2.8 ng 162232 6 15.54 1154780 20.0
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