LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 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-BF091418 .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 4.925 436 440 451 rvB 207326 275887 9.75% 1.064%
2 5.342 506 511 514 rBVY 2371553 2453080 86.72% 9.465%
3 6.360 679 684 687 rVB 2223386 2175014 76.89% 8.392%
4 6.489 702 706 710 rBVY 2780905 2662684 94.13% 10.274%
5 6.719 742 745 749 rBV 872330 762402 26.95% 2.942%
6 6.878 768 772 775 rBV 2612585 2224316 78.64% 8.582%
7 7.278 836 840 843 rBVY 1788919 1712191 60.53% 6.606%
8 7.507 876 879 883 rBV 87710 74887 2.65% 0.289%
9 8.001 959 963 966 rBY 1098270 871873 30.82% 3.364%
10 8.248 1000 1005 1013 rBvV2 25429 45629 1.61% 0.176%

11 9.078 1142 1146 1149 rBV 3437319 2828630 100.00% 10.914%
12 9.466 1210 1212 1216 rBV 202013 177132 6.26% 0.683%
13 9.748 1257 1260 1264 rBV 966802 827643 29.26% 3.193%
14 10.089 1314 1318 1321 rBV2 39709 36250 1.28% 0.140%
15 10.536 1389 1394 1403 rBV 1676973 1604941 56.74% 6.192%

16 10.683 1413 1419 1423 rBV 45093 54533 1.93% 0.210%
17 11.148 1495 1498 1503 rVB2 30645 33792 1.19% 0.130%
18 11.224 1505 1511 1515 rVV 917172 883120 31.22% 3.407%
19 11.277 1518 1520 1528 rVB8 25638 45167 1.60% 0.174%
20 11.771 1600 1604 1612 rBV2 317272 331491 11.72% 1.279%
21 12.554 1734 1737 1740 rBV 65548 70205 2.48% 0.271%
22 12.813 1776 1781 1784 rBV 3092268 2797809 98.91% 10.795%
23 13.183 1841 1844 1847 rVB 45353 42651 1.51% 0.165%

24 13.718 1931 1935 1948 rVB 157612 212714 7.52% 0.821%
25 13.854 1954 1958 1961 rBV 1013579 956131 33.80% 3.689%

26 14.036 1986 1989 1996 rVB 37720 39817 1.41% 0.154%
27 14.342 2038 2041 2050 rBV 74462 77652 2.75% 0.300%
28 14.636 2088 2091 2095 rVB 109978 96709 3.42% 0.373%

29 14.707 2100 2103 2106 rVB 275851 256514 9.07% 0.990%
30 14.954 2141 2145 2150 rBV 144255 155715 5.50% 0.601%

31 15.254 2191 2196 2201 rBV 581035 647055 22.88% 2.497%
32 15.307 2201 2205 2212 rVB 119784 154723 5.47% 0.597%
33 15.495 2233 2237 2242 rVB6 26362 39742 1.40% 0.153%
34 15.712 2270 2274 2280 rBV 102792 133411 4.72% 0.515%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.177 2349 2353 2368 rVB2 50854 107668 3.81% 0.415%

36 16.442 2394 2398 2406 rVBS8 25390 48376 1.71% 0.187%

Sum of corrected areas: 25917554
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109074.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.92 7.24 ng 275887 1,4-Dichlorobenzene-d4 6.72
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-dimethyv... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 439 (4.919 min): BF109074.D (-436) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IBESARBE SRR AN SR
| 83.0 | 4.60 4.80 5.00 5.20
1 1 NSO | MM A DS S m/z 59.10 52.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AN L L A
59.0 460 480 500 520
0,
150 41, 1010 m/z 101.10 18.94%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
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
59.0
460 480 500 520
5000 410 m/z 58.10 14.72%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one e R
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.33%
5000
55.0
o 2r0 710 830 980
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 69.85 ng 2662680 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 706 (6.489 min): BF109074.D (-702) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 2 so | "o ok ok 6h0
01 R e T e m/z 68.10 44 .82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL U R A
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.30%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok oo ko
5000 980 1160 m/z 66.00 28.37%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.33%
117.0
5000
91.0
Tas, L4
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" RS A R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.51 ng 331491 Phenanthrene-d10 11.22
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1604 (11.771 min): BF109074.D (-1600) (-) m/z 73.00 100.00%
43.1 730
5000 1291
97.1 213.2 LI L e e
157.1 4851 256.2 11.40 11.60 11.80 12.00
(o} m/z 43.10 86.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

SV —

5000 129.0 R EEEEEEREEEEREE
11.40 11.60 11.80 12.00

83.0 -
157.0 g5 2130 256.0 m/z 60.00 80.54%
o 4 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
N AR EARRNE
11. 40 11.60 11.80 12.00
5000 m/z 57.10 67.81%
‘ o0 129.0 1710 214.0
o...,....,...........,....,....,??.2:?....,....,.... S
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B T e Ao
43.0 73.0 11. 40 11. 60 11. 80 12. 00

m/z 41.05 63.73%

5000 129.0 \M\J\L

150J

o..w.”.,”. N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.45 ng 212714 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1935 (13.718 min): BF109074.D (-1931) (-) m/z 43.05 100.00%
43.0 83.1
5000 %J\W\L
AU BN SO
139.1 13.40 13.60 13.80 14.00
167.1  207.0 .
— 2392 2851 m/z 57.05 96.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0 83.0
5000 AU BN SURRR
13.40 13.60 13.80 14.00
29.0 m/z 83.10 94 .14%
ol b 1390 1680  210.0 2380 266.0 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131393: n-Nonadecanol-1
43.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 69.10 81.68%
0L.28.00 1), 139.0 1680 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol B R o
550 83.0 13.40 13.60 13.80 14.00
m/z 97.05 81.37%
- mﬂ\/\m\
29.0
o 139.0 167.0 1960 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.99 ng 96709 Perylene-d12 15.25
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 Pentacosane 352 C25H52 000629-99-2 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2092 (14.642 min): BF109074.D (-2088) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00

o’ m/z 71.10 87.74%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LA I L L L LB
14.40 14.60 14.80 15.00
99.0 m/z 43.05 67.97%
o2 l| L ,1410 1830 2250 2810  337.0  394.0
, , A T e R
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R B B
14.40 14.60 14.80 15.00
5000 m/z 85.05 60.94%
99.0
oLl b ;{ 141.0 1830 2250 267.0 300.0  367.0
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane AR EEEES Ee e e
57.0 14.40 14.60 14.80 15.00
m/z 41.05 21.40%
5000
99.0
o270l Ly i | | 0 1830 2250 2670 3090 3520
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.71 7.93 ng 256514 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 2104 (14.712 min): BF109074.D (-2100) (-) m/z 69.10 100.00%
69.1
5000
R RS
1211 14.40 14.60 14.80 15.00
oL, ?9.19,".' pda bl JRA 71 282 sM2 0 Tnsz 81.05  52.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR AR
14.40 14.60 14.80 15.00
m/z 41.00 19.94%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 1500
5000 m/z 95.10 11.52%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LB L B e
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.13%
5000
rll
o9 Ly Y30 1520 7m0 a0 sso  amo
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .95 4.81 ng 155715 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2144 (14.948 min): BF109074.D (-2141) (-) m/z 57.10 100.00%
57.1
5000
%9l 14.60 14.80 15.00 15.20
141.1 197.1 . . . .
oL b 114 T ... m/z 71.05 73.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
51.0
5000 AR RN SN UL B
14.60 14.80 15.00 15.20
l m/z 43.05 64 .86%
oL b L 248 830 PN gm0 ss0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 54_.73%
99.0
o280} | )l | | 1410 1830 2250 2810 337.0  394.0
m/z--> 5 100 150 200 250 300 350 400
Abundance #219831: Triacontane e B BAEanEE s
57.0 14.60 14.80 15.00 15.20
m/z 55.00 25.06%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> 50 100 1&'30 2(')0 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF091418.M Tue Sep 18 19:25:57 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.31 4.78 ng 154723 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2206 (15.312 min): BF109074.D (-2201) (-) m/z 57.05 100.00%
51.0
5000
{11 1520 15100 1520 1540 1560
okl : m/z 71.10 80.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
51.0
5000 R AR U AR BN
15.00 15.20 15.40 15.60
99.0 m/z 43.05 67.67%
N ﬂ L 149 1830 2250 267.0 3090 3550
m/z--> éo " 100 1éo 200 250 300 3%0 400
Abundance #219831: Triacontane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 60.48%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #141426: Heneicosane T T T
57.0 15.00 15.20 15.40 15.60
m/z 99.10 22.97%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109074.D

Aca On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.71 4.12 ng 133411 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2274 (15.712 min): BF109074.D (-2270) (-) m/z 57.05 100.00%
.0
5000
T e 1540 15,60 1580 1600
ol 102 8L m/z 71.10 79.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 SRR SR SRR SRR
1540 15.60 15.80 16.00
99.0 m/z 43.05 57 .03%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 53.58%
99.0
0260 | Il | ) 2410 1830 2250 267.0 3090 3650
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane e L B B RS
57.0 15.40 15.60 15.80 16.00
m/z 55.00 23.97%
5000
99.0
0260 | | | }#10 1830 2250 267.0 3090 352.0
m/z--> 50 100 150 260 250 300 350 400 1540 15.60 15.80 16.00

8270-BF091418.M Tue Sep 18 19:25:58 2018 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091718\
Data File : BF109074.D

Acq On : 18 Sep 2018 4:00

Operator : JU/SJ

Sample : J4943-03

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.92 7.2 ng 275887 1 6.72 762402 20.0
unknown6 .49 6.49 69.8 ng 2662680 1 6.72 762402 20.0
n-Hexadecanoic acid 11.77 7.5 ng 331491 4 11.22 883120 20.0
Dichloroacetic ac... 13.72 4.5 ng 212714 5 13.85 956131 20.0
Octacosane 14 .64 3.0 ng 96709 6 15.25 647055 20.0
Squalene 14.71 7.9 ng 256514 6 15.25 647055 20.0
Heptadecane, 9-oc... 14.95 4.8 ng 155715 6 15.25 647055 20.0
2-methyloctacosane 15.31 4.8 ng 154723 6 15.25 647055 20.0
Triacontane 15.71 4.1 ng 133411 6 15.25 647055 20.0
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