LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

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 M\METHODS\8270-BM082919 .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 5.128 359 364 380 rBV 275568 406976 40.53% 7.177%
2 6.704 626 632 645 rBV 241981 423576 42.19% 7.470%
3 7.039 684 689 702 rBV 302971 481449 A47.95% 8.490%
4 7.504 763 768 775 rBB 83850 123396 12.29% 2.176%
5 7.816 815 821 831 rBB 245425 387222 38.56% 6.829%
6 8.681 962 968 989 rBV 123923 263003 26.19% 4.638%
7 10.286 1235 1241 1257 rBV 60805 130762 13.02% 2.306%
8 12.774 1658 1664 1683 rBV 357663 598579 59.61% 10.556%
9 13.663 1810 1815 1825 rBB 17793 29421 2.93% 0.519%
10 14.174 1896 1902 1913 rBB2 100326 168951 16.83% 2.979%

11 15.686 2154 2159 2176 rBB 292233 508366 50.63% 8.965%
12 16.945 2368 2373 2389 rBvV 97883 180590 17.99% 3.185%

13 17.833 2519 2524 2535 rBvV2 61147 94180 9.38% 1.661%
14 19.003 2721 2723 2735 rVB4 10729 17697 1.76% 0.312%
15 19.127 2739 2744 2754 rBvV2 28698 51264 5.11% 0.904%
16 19.580 2816 2821 2832 rBvV 811576 1004084 100.00% 17.707%
17 20.215 2926 2929 2934 rVB2 26606 29007 2.89% 0.512%
18 20.850 3032 3037 3045 rBvV2 42560 67697 6.74% 1.194%
19 21.162 3086 3090 3098 rBvV 136230 222210 22.13% 3.919%
20 21.280 3108 3110 3113 rBv4 10053 11639 1.16% 0.205%
21 21.703 3179 3182 3186 rBV 21939 28292 2.82% 0.499%
22 22.150 3255 3258 3263 rVB 31910 36856 3.67% 0.650%
23 22.633 3336 3340 3346 rBV2 48947 64554 6.43% 1.138%
24 23.168 3427 3431 3438 rVB3 46020 67667 6.74% 1.193%
25 23.350 3457 3462 3472 rBV 109483 217923 21.70% 3.843%
26 23.774 3531 3534 3541 rVB 35484 55303 5.51% 0.975%
Sum of corrected areas: 5670664
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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: BM022497.D
800000

600000

400000

7.04
6.70 7.82

5.13

200000

8.68

7.50 10.29

L L L s

T
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM022497.D
800000 1958

600000

400000 12.77
15.69

200000

14.17 16.94 a3
17.
13.66 A J\ K 1918£13 20.22

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM022497.D
800000

600000

400000

200000 2116 23.35
or15 2263 2317 2377

20.85 | ,g 2170 N o

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown7.04 Concentration Rank 1

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

7.04 78.03 ng 481449 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14

Abundance Scan 689 (7.039 min): BM022497.D (-684) (-) m/z 132.00 100.00%
132
5000 68 j\_
40 75 96 R LI L SR I
2 103 6.80 7.00 7.20 7.40
N 47" I'!'.'.|,.-:|!':,.E.“‘3,..L.,.'!-..,....,....,'...,.. m/z 68.00 42.99%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 e

6.80 7.00 7.20 7.40
m/z 66.10 42.90%

89 103
||||| I||I|||| || |” I|I [, 9I7 il 115

c.”,”.. A A S0 A A AP
m/z--> 30 5 90 100 110 120 130 140
Abundance #14144. 5 FIuoro 2-chloropyrimidine
132
e
6.80 7.00 7.20 7.40
5000 m/z 134.00 31.22%
33 44 o g7 105
60 78 ‘
1 - O U= N |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl- A L e maa
132 6.80 7.00 7.20 7.40
m/z 69.10 23.75%
5000 67
44 59 76 103
N Py U T AN I N ——
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 10.43 ng 94180 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2524 (17.833 min): BM022497.D (-2519) (-) m/z 73.00 100.00%
4 73
5000 129 213
97
185 256
115 | 318715 199 | 227 17.60 17.80 18.00 18.20
0 m/z 60.00 93.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 L
5000 129 L UM SN BN
- 17.60 17.80 18.00 18.20
m/z 41.10 91.32%
5 | [ 143157
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
"' 17,60 1780 18.00 18.20
5000 29 m/z 43.10 88.95%
129
97 256
Ll 1l M 115 | 143157171185 199213 257
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B
43 60 73 17.60 17.80 18.00 18.20
m/z 55.00 75.52%
5000 129
29
1431571711857 242
0..1.5,....,... T ....,..f‘.,.......
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.13 4.61 ng 51264 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 52
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 2745 (19.133 min): BM022497.D (-2739) (-) m/z 43.00 100.00%
43
60
5000 129 241
185 284
Wi | h| h 11 208 18.80 19.00 19.20 19.40
oberrprreter b M L e W/Zz 55.00  80.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73
43
5000
129 18.80 19.00 19.20 19.40
29 115 185 228 m/z 41.00 77.99%
oo L [t | stoisnrs | sy |
mz> 20 40 €0 80 140 1&6' o o 250 330 250 o0
Abundance #95851: Pentadecanoic acid
43 73
5]
18.80 19.00 19.20 19.40
5000 129 m/z 60.00 74 .33%
29
0 ..1.5,.‘.. "i*"' L‘Uv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid e
73 18.80 19.00 19.20 19.40
43 m/z 73.00 71.52%
51
5000
29 129 157 200
‘ T7101115 ‘ 143 | 171
RIECN 0 e 0 ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 1900 1920 1940
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown20.22 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.22 2.61 ng 29007 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Crinan-1-ol. 2.3-didehvdro-.(1.a... 271 C16H17NO3 1000111-31-3 14
2 OQuinuclidin-3-one. 2-(4-dimethvl... 271 C16H21N30 1000266-14-6 14
3 1-(n-Butoxv)-1-(n-hexvloxv)-1-si... 258 C14H3002Si 1000245-75-4 14
4 Silane. dimethvl(3-methvlbut-2-e... 286 C16H3402Si 1000347-96-9 12
5 4" -Azidobenzo[1",2"-b]-1,4-diaza... 201 C10H11N5 120287-75-4 10
Abundance Scan 2930 (20.221 min): BM022497.D (-2926) (-) m/z 175.00 100.00%
175 201 271
5000
- " 20.00 20.20 20.40 20.60
o} m/z 271.20 96.90%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #120116: Crinan-1-ol, 2,3-didehydro-,(1.alpha.-
271
5000 RN SR BN B
41 043 20.00 20.20 20.40 20.60
102 187 214 m/z 201.00 87.85%
7 128 160
0<
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #120165: Quinuclidin-3-one, 2-(4-dimethylaminobenzylidene)...
271
20,00 20.20 20.40 20.60
5000 m/z 41.00 48_.97%
159 254
41 226
77 g4 115134 g1 198
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #109001: 1-(n-Butoxy)-1-(n-hexyloxy)-1-silacyclopentane
201 20.00 20.20 20.40 20.60
m/z 189.10 42 _.06%
5000
0 ———
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 6 Octacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.85 6.09 ng 67697 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol 410 C28H580 000557-61-9 90
2 1-Docosene 308 C22H44 001599-67-3 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90

5 1-Tricosene 322 C23H46 018835-32-0 90
Abundance Scan 3037 (20.850 min): BM022497.D (-3032) (-) m/z 43.10 100.00%
83
5000
111
1 177 207 281 355 20.60 20.80 21.00 21.20
o Y ot m/z 57.10 94.66%
miz--> 50 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 AllllllllllllllllAlll
20.60 20.80 21.00 21.20
125 m/z 55.00 81.06%
29
oL, 1 l ‘153 181 209 236 264 292 322 364 392
e e ase
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55 \
NS H ENBSIN B M A
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 72.95%
29
‘ % szs
oL Al bl [ pse s
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R
57 | 97 20.60 20.80 21.00 21.20
m/z 41.10 65.96%
5000
125
29
ol N » ;193 181 209 236 264 202 320 350 378
T T L
miz--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown21.70 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.70 2.55 ng 28292 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 45
2 Tetradecane 198 C14H30 000629-59-4 35
3 Tetradecane. 5-methvl- 212 C15H32 025117-32-2 35
4 Hexadecane 226 C16H34 000544-76-3 35
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 35
Abundance Scan 3181 (21.697 min): BM022497.D (-3179) (-) m/z 57.10 100.00%
57
5000 85 207
267285
il | h?3 1471‘|35 | 20 | | 327 355 21.40 21.60 21.80 22.00
YN N | | s Y NN S m/z 71.00 78.17%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 A"I""I"'MI""I""
29 21.40 21.60 21.80 22.00
m/z 43.05 66.41%
o \l LA Joal 13,141,169 197 225 253 282
m/z--> éo 160 1%0 260 2éo 360 3%0
Abundance #59882: Tetradecane
57
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 44 .39%
29
oL “. t.‘ I.‘ I J.‘ .” : Jll 1.}3. Illé:]-ll |16|9| |19\|8| — ——r— :
m/z--> 50 100 150 200 250 300 350 A
Abundance #71398: Tetradecane, 5-methyl- e e e e
43 21.40 21.60 21.80 22.00
85 m/z 207.00 39.98%
5000
154
0 L‘ ‘ Il GJ i I‘ 1%“-3 i H 197
m/z--> éo 160 1%0 200 2éo 300 350 21?0 21%0 2f80 2500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.15 3.32 ng 36856 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexatriacontane 507 C36H74 000630-06-8 80
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 3258 (22.150 min): BM022497.D (-3255) (-) m/z 57.05 100.00%
57
5000 85
113 149 197221 281 21.80 22.00 22.20 22.40
O b b P T 28 8% m/z 43.05  65.74%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
57
5000 85
29 21.80 22.00 22.20 22.40
m/z 71.10 60.21%
L L oo sz 22
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo 560
Abundance #235973: Hexatriacontane [\
5
21'80 22,00 22.20 22.40
5000 o m/z 85.00 48 .16%
29 113
0 141169197 225253281 309337 379 421449477 506
miz--> 0 55 160 1%0 260 2%0 360 350 460 4éo 560 A
Abundance #194499: Eicosane, 7-hexyl- R e e B
57 21.80 22.00 22.20 22.40
m/z 41.00 32.72%
5000 85
0 ‘ 1}%14¥ 182211 252281303 337
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo 560 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .63 5.92 ng 64554 Perylene-d12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Heneicosane 296 C21H44 000629-94-7 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
5 Eicosane 282 C20H42 000112-95-8 62
Abundance Scan 3340 (22.633 min): BM022497.D (-3336) (-) m/z 57.05 100.00%
57
5000 85
113 207 22.40 22.60 22.80 23.00
268 295
ol Arae aes Ty 240208295 355 T U3.05 82, 100
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85

22.40 22.60 22.80 23.00
m/z 71.10 73 .09%

29
REREE Y “113 141 169 197 225 253 281 309 337 380
-t { A e e R
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
Attt et
85 22.40 22.60 22.80 23.00
5000 m/z 85.00 51.29%
29 113
oL L. TS 169 197 225 253 2%
B S Aman o p i B
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane i B o R ma
57 22.40 22.60 22.80 23.00
m/z 41.00 39.04%
5000 85
29
m/z--> 50 100 150 200 250 300 350 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.17 6.21 ng 67667 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 2-methvloctacosane 408 C29H60 1000376-72-8 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 3431 (23.168 min): BM022497.D (-3427) (-) m/z 57.10 100.00%
57
85
5000
113 207 22.80 23.00 23.20 23.40
141 267 327 . . . .
oL a4t 1t ,'l. L 295 A8 | Tm/z 43.00 79.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85
22.80 23.00 23.20 23.40
29 m/z 71.10 68.46%
113 141
ol L LT, 141 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #215181: 2-methyloctacosane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 52 .53%
113
o 2. ] I 77,141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane A L R Ramm
57 22.80 23.00 23.20 23.40
m/z 55.00 32.51%
5000 85
113 1m
0 |, 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 ' 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022497.D

Aca On : 03 Sep 2019 11:38

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.77 5.08 ng 55303 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Eicosane 282 C20H42 000112-95-8 81
3 Heneicosane 296 C21H44 000629-94-7 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 80
Abundance Scan 3533 (23.768 min): BM022497.D (-3531) (-) m/z 57.05 100.00%
57
5000 85
113 207
3 | || | 149 g 268 325 357 23.40 23.60 23.80 24.00
ol PN U U . Y Y Y m/z 43.05 71.54%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000
23.40 23.60 23.80 24.00
29 m/z 71.05 58.74%
0! |II|I |"| |||1|':!-3|J|1?1 |16|9| :|I-9|7| —— |26|8| . i
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
T e
23.40 23.60 23.80 24.00
5000 m/z 85.00 43 .32%
85
29
o [h ) 28 141 160 107 225 253 282
m/z--> 55 160 1%0 200 250 300 3%0
Abundance #141426: Heneicosane e A AR
57 23.40 23.60 23.80 24.00
m/z 41.00 26.27%
85
5000
29 113
oL Ll T e 169 197 225 253 296
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090319\
Data File : BM022497.D

Acq On : 03 Sep 2019 11:38

Operator : HP/JU

Sample - K4619-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_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]
unknown7 .04 7.04 78.0 ng 481449 1 7.50 123396 20.0
Tridecanoic acid 17.83 10.4 ng 94180 4 16.94 180590 20.0
Tetradecanoic acid 19.13 4.6 ng 51264 5 21.16 222210 20.0
unknown20.22 20.22 2.6 ng 29007 5 21.16 222210 20.0
Octacosanol 20.85 6.1 ng 67697 5 21.16 222210 20.0
unknown21.70 21.70 2.5 ng 28292 5 21.16 222210 20.0
Eicosane 22.15 3.3 ng 36856 5 21.16 222210 20.0
Heptacosane 22 .63 5.9 ng 64554 6 23.35 217923 20.0
2-methyloctacosane 23.17 6.2 ng 67667 6 23.35 217923 20.0
Nonadecane 23.77 5.1 ng 55303 6 23.35 217923 20.0
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