LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114157.D
Aca On : 11 May 2019 15:21 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (2763-04 P021-SS005-0206-01
ALS Vial : 10 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-BF051019.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 5.063 502 506 517 rVB 243831 289039 4 .98% 0.512%
2 5.475 571 576 579 rBVY 5488235 5036878 86.77% 8.924%
3 6.487 743 748 751 rBVY 5959386 5715866 98.46% 10.127%
4 6.622 767 771 774 rBV 6151410 5456349 93.99% 9.667%
5 6.851 806 810 813 rBY 1875954 1596237 27.50% 2.828%
6 7.004 832 836 840 rBVY 4365386 3948669 68.02% 6.996%
7 7.410 900 905 908 rBY 3999104 3606589 62.13% 6.390%
8 8.128 1023 1027 1031 rBvV 2423591 2041116 35.16% 3.616%
9 9.204 1206 1210 1213 rBY 6842194 5805038 100.00% 10.285%
10 9.592 1273 1276 1279 rBvV 1138227 851338 14.67% 1.508%

11 9.881 1321 1325 1329 rBV 2538663 2264839 39.02% 4.013%
12 10.669 1455 1459 1463 rBV 4152399 3802944 65.51% 6.738%
13 11.363 1574 1577 1581 rBV 2499013 2375623 40.92% 4_.209%
14 11.892 1664 1667 1679 rBV 705052 713759 12.30% 1.265%
15 12.598 1785 1787 1793 rVB2 52953 65447 1.13% 0.116%

16 12.674 1797 1800 1814 rBV 193752 239824 4._.13% 0.425%
17 12.951 1842 1847 1850 rBV 5587261 5266171 90.72% 9.330%
18 13.839 1995 1998 2014 rVB 1000335 1184191 20.40% 2.098%
19 14.004 2022 2026 2029 rBV 1690930 1605570 27.66% 2.845%
20 14.169 2051 2054 2060 rBV 87488 105855 1.82% 0.188%

21 14.474 2103 2106 2115 rVB2 209095 262259 4._.52% 0.465%
22 14.757 2151 2154 2156 rBV 105565 109478 1.89% 0.194%
23 14.780 2156 2158 2161 rVB 185800 161150 2.78% 0.286%
24 14.857 2167 2171 2175 rVB 128303 126277 2.18% 0.224%
25 14.921 2179 2182 2186 rVB 203000 204444 3.52% 0.362%

26 15.116 2211 2215 2218 rBV 300455 365245 6.29% 0.647%
27 15.139 2218 2219 2227 rVB 152423 201361 3.47% 0.357%
28 15.468 2270 2275 2278 rBV 1318702 1701788 29.32% 3.015%
29 15.692 2310 2313 2319 rVB3 69957 96495 1.66% 0.171%
30 15.927 2348 2353 2358 rBV 318715 477159 8.22% 0.845%

31 15.980 2358 2362 2369 rVV3 116755 240144 4.14% 0.425%
32 16.427 2433 2438 2445 rBV 132077 237634 4._.09% 0.421%
33 17.021 2534 2539 2546 rVB2 83707 166867 2.87% 0.296%
34 17.274 2578 2582 2589 rVBS8 64669 121095 2.09% 0.215%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

Sample : K2763-04

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 56442738
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF051119\

BF114157.D

11 May 2019 15:21

JussJ

K2763-04

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF051019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

P021-SS005-0206-01

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF114157.D

5.47

5.06

62

6.46’

7.00

6.85

7.41

O—=
Time-->

T
5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF114157.D

10.67

9.88 11.36

8.13

11.89

12

12.95

7

Time-->

10.00

10.50

11.00

11.50

12.00

12.50

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF114157.D

14.00

13.84

17.02 17.27

14.47
14.5I.7 N

Time-->

13.50

17.00

T
14.00

17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.06 3.62 ng 289039 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 505 (5.057 min): BF114157.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101 RN L I RS A
480 5.00 5.20 5.40
b Btl 3 67 8 | /7 58.95  53.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L I AL
59 480 500 520 5.40
m/z 101.00 15.53%
15 31 101
o 25,70 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 5.00 520 540
5000 m/z 58.00 14 .54%
41
o I A 1 73 86 |
LR U SR SR UL UL FULRLIL IR SO S L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LA LA L B L L
59 480 5.00 5.20 5.40
m/z 41.05 8.12%
5000
a1 101
15 31 53 69 83
0"'I”"I”'“””'“Jmh'l”wui'”'\'”'lﬂ”'I'”'I'”'I' U R R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.62 Concentration Rank 1

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

6.62 68.37 ng 5456350 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF114157.D (-767) (-) m/z 131.95 100.00%
5000 68
‘ 75 6 620 640 6.60 6.80 7.00
104 - - - - -
o..,....,....,...:,“.'.‘.‘? o Sk '.|....,..5.‘.7,....,.':..,.1.1.5.,....,-'...,.. m/z 68.05 43.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SR R UL LR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.58%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80 7.00

5000 67 m/z 65.95 28.14%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T BEaar e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.77%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.01 ng 713759 Phenanthrene-d10 11.37
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 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1667 (11.892 min): BF114157.D (-1664) (-) m/z 43.05 100.00%
5000
129
LAu 115 143157171185199213227 256 11.60 11.80 12.00 12.20
Obrrrrr i m/z 73.00 93.26%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 LB B LU UL UL
11.60 11.80 12.00 12.20
m/z 60.00 82.80%
TJJ 143157171185199213
0‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
11,60 11.80 12.00 12.20
5000 ) m/z 57.10 72 .85%
0 T U;\ : 'Hw' UL ‘I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B e e e S
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 67.26%
5000 129
- 185 228
01115 143 171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 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\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 5 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.67 2.02 ng 239824 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 1799 (12.669 min): BF114157.D (-1797) (-) m/z 43.00 100.00%

43
5000

185 500 12.40 12.60 12.80 13.00

152 171

0 m/z 73.00 77.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 R a i e
12.40 12.60 12.80 13.00
m/z 59.95 75.90%
143457171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
T T T T
12.40 12.60 12.80 13.00
5000 129 m/z 57.05 73.80%
83
213
M 143157171185199
O rrprrrrf
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid B B E s
43 |78 12.40 12.60 12.80 13.00
5 m/z 55.05 73.59%
5000 129
29
199
‘ | 143157171185 242
0..1.5,.‘a..‘i:‘.. L e ELLELELE B e o
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 14.75 ng 1184190 Chrysene-di12 14 .00
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 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 1998 (13.839 min): BF114157.D (-1995) (-) m/z 43.10 100.00%

83

5000

-

13.60 13.80 14.00 14.20
m/z 57.10 99.02%

N 139 167 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
56 83

-

5000
13.60 13.80 14.00 14.20

m/z 55.10 95 .53%

29

167 196 238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151538: 1-Docosene
55
AR AREaEEea
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 87.62%
29
125
0 i 2 153 181 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 J
Abundance #186968: n-Tetracosanol-1 EEE S e e e AR
57 3 13.60 13.80 14.00 14.20
m/z 97.10 76.73%
5000 i
167 195 222 250 280 308 336

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\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 7 Sulfurous acid, butyl hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.47 3.27 ng 262259 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octadecane 254 C18H38 000593-45-3 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 2105 (14.468 min): BF114157.D (-2103) (-) m/z 57.10 100.00%
57
5000 85
111 141 14.20 14.40 14.60 14.80
ol b b LT M g0 08 22100 2g1 307 3% R ey
m/z--> 50 100 150 200 250 300 350
Abundance #191844: Sulfurous acid, butyl hexadecyl ester
57
5000 L S B B S
85 14:20 14,40 14.60 14.80
- m/z 71.05 63.19%
oL T L | M 139 169 105 225 s 289
m/z--> 50 100 150 200 250 300 350
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
43
o 14.20 14.40 14.60 14.80
5000 m/z 85.05 47.38%
ol 1, } d e 188 197 231 261
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T e
57 14.20 14.40 14.60 14.80
m/z 55.05 29.19%
5000 85
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 8 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.40 ng 204444 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
Abundance Scan 2182 (14.921 min): BF114157.D (-2179) (-) m/z 57.10 100.00%
g7
82
5000 4

110 ST T
. 137 167 194 222 067083 326 14.60 14.80 15.00 15.20

m/z 43.05 98.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117605: Octadecanal
43 82

14,60 14.80 15.00 15.20
m/z 82.05  77.99%

5000

250
138 166 104 222

268
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94314: Hexadecanal
43 8

14.60 14.80 15.00 15.20
m/z 55.05 64.16%

5000
2
okl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105849: Heptadecanal e AREEEEEaSEE
43 14.60 14.80 15.00 15.20

82

m/z 96.05 54 .03%

5000

109

ob | Al | 125 152 180 208 236954
[rorrpres I I I I
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20

8270-BF051019.M Mon May 13 19:09:45 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF051019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASE\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Heptacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.12 4.29 ng 365245 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 2216 (15.121 min): BF114157.D (-2211) (-) m/z 57.05 100.00%
57
5000 85
113 14.80 15.00 15.20 15.40
141 169
I ‘l-" Ca. 9T 224 265 1 m/z 71.10 63.50%
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 DU AR RN AR
85 14.80 15.00 15.20 15.40
‘ m/z 43.10 59.93%
o 2901 | | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 48 .24%
0 ‘ ’ | J1}3‘1§1 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e R = aua ST
57 14.80 15.00 15.20 15.40
m/z 41.05 22.22%
5000 85
113
N ] || 77,141 169 107 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 10 Dichloroacetic acid, heptad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.37 ng 201361 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 59
2 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 58
3 1-Octadecanol 270 C18H380 000112-92-5 53
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 52
5 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 46
Abundance Scan 2219 (15.139 min): BF114157.D (-2218) (-) m/z 55.10 100.00%
56 7
69
83
5000
4
| 138152167152 22, e 14150 1500 1550 15140
o} b Ll m/z 97.10 91.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester
43 97 83
97
5000 L UL LN B IR
14.80 15.00 15.20 15.40
29 m/z 43.10 82.82%
126140154168187 210 238252066 295

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47299: Cyclohexane, 2-butyl-1,1,3-trimethyl-
9

14.80 15.00 15.20 15.40
m/z 57.10 79.09%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119524: 1-Octadecanol e
5 g9 83 14.80 15.00 15.20 15.40
97 m/z 69.10 77.90%

5

5000

139

153167182 252

209224
B e o e e REm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. OO 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 11 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.61 ng 477159 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2353 (15.927 min): BF114157.D (-2348) (-) m/z 57.05 100.00%

5000 85

:

113 15.60 15.80 16.00 16.20
141
o...‘,l.-! LA 34 200 107 225 266 295 e e 1o

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

5

5000 85 TT LR B TTT T T T
15.60 15.80 16.00 16.20
- m/z 43.10 61.28%
oL T 141 169 197 225 253 281 300 337 365 394
D A Y I i R U L
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
S
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 46.76%
113
K ] WLy 169 197 225 267 295 365 393
M i i L Lt <
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e AL B RS e
57 15.60 15.80 16.00 16.20
m/z 55.10 20.31%
5000
85
29
A 141 169 197 225 253 281 323 351 380
AT s e e L A SN
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 12 n-Nonadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.82 ng 240144 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 2362 (15.980 min): BF114157.D (-2358) (-) m/z 57.10 100.00%
57
83
5000
140 169195 241565287 15.60 15.80 16.00 16.20
oLyl 265 m/z 43.10 93.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
55 83
5000 111 A SRR B U R
15 60 15. 80 16. 00 16.20
29 m/z 55.05 84 .36%
oLl 139 168 106 238 266
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 LN IR RN SUNILE
15.60 15.80 16.00 16.20
5000 m/z 83.05 77 .40%
29 125
o L ‘1 154 196 224 269 30
m/z--> éo 100 1%0 260 2éo 360 3%0 460
Abundance #227400: Heptadecy! heptafluorobutyrate A B o
57 15.60 15.80 16.00 16.20
m/z 97.10 75.60%
83
5000
111
29 169
oL Ll ‘1 139 7 210238 2g3 434
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 15 60 15. 80 16. 00 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114157.D

Aca On : 11 May 2019 15:21

Operator : JU/SJ

ﬁ?ggle i K2763-04 P021-55005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 13 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.79 ng 237634 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Triacontane 422 C30H62 000638-68-6 86
3 Docosane 310 C22H46 000629-97-0 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2438 (16.427 min): BF114157.D (-2433) (-) m/z 57.10 100.00%

5000

3

16.20 16.40 16.60 16.80
m/z 71.05 62.09%

113 111 169

ol 207 238 267

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

F .

16.20 16.40 16.60 16.80
m/z 43.10 59.33%

5000

141 169 197 225 365 393

267 295

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
A ma
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 47.53%
13 141
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
A A e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane B BB
57 16.20 16.40 16.60 16.80
m/z 55.10 20.16%
- T M
29
oL hy 1113 141 169 197 225 253 281 310
T T e e A
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051119\

Data File : BF114157.D

Acq On : 11 May 2019 15:21

Operator : JU/SJ

3?22'6 i K2763-04 P021-SS005-0206-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 5.06 3.6 ng 289039 1 6.85 1596240 20.0
unknown6 .62 6.62 68.4 ng 5456350 1 6.85 1596240 20.0
n-Hexadecanoic acid 11.89 6.0 ng 713759 4 11.37 2375620 20.0
Octadecanoic acid 12.67 2.0 ng 239824 4 11.37 2375620 20.0
1-Heneicosanol 13.84 14.8 ng 1184190 5 14.00 1605570 20.0
Sulfurous acid, b... 14.47 3.3 ng 262259 5 14.00 1605570 20.0
Octadecanal 14.92 2.4 ng 204444 6 15.47 1701790 20.0
Heptacosane 15.12 4.3 ng 365245 6 15.47 1701790 20.0
Dichloroacetic ac... 15.14 2.4 ng 201361 6 15.47 1701790 20.0
Octacosane 15.93 5.6 ng 477159 6 15.47 1701790 20.0
n-Nonadecanol-1 15.98 2.8 ng 240144 6 15.47 1701790 20.0
2-methyloctacosane 16.43 2.8 ng 237634 6 15.47 1701790 20.0
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