LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091818\

Data File : BF109124.D

Aca On : 19 Sep 2018 4:43 Instrument :
Operator : JU/SJ BNA_F

Sample - J4930-08 ClientSampleld :
Misc - 091318-DBRI-E-U-B
ALS Vial : 32 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 4.901 430 436 448 rBV 123621 134658 3.94% 0.619%
2 5.325 504 508 512 rBVY 1232982 1088494 31.88% 5.000%
3 6.348 678 682 694 rBV 923003 791269 23.17% 3.635%
4 6.490 702 706 709 rBVY 2176852 1865518 54.63% 8.570%
5 6.719 742 745 749 rBV 838395 693283 20.30% 3.185%

6.878 768 772 775 rBV 2848359 2580392 75.57% 11.853%
7.284 836 841 844 rBV 2283390 2065403 60.49% 9.488%
8.001 959 963 967 rBV 1006359 782287 22.91% 3.594%
3619063 3414649 100.00% 15.686%
9.472 1209 1213 1220 rVB 151710 137208 4.02% 0.630%
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11 9.748 1257 1260 1271 rVB 829757 777735 22.78% 3.573%
12 10.536 1390 1394 1405 rBV 1336687 1274078 37.31% 5.853%
13 11.230 1508 1512 1515 rBV 760032 709337 20.77% 3.258%
14 12.289 1688 1692 1702 rBV 46643 73625 2.16% 0.338%
15 12.813 1776 1781 1784 rBV 3508646 3310436 96.95% 15.207%

16 13.724 1931 1936 1943 rBV2 34469 56545 1.66% 0.260%
17 13.854 1954 1958 1961 rBV 1030125 848822 24.86% 3.899%
18 14.707 2099 2103 2107 rBV 233052 217170 6.36% 0.998%
19 14.954 2142 2145 2150 rBV 52444 55328 1.62% 0.254%
20 15.260 2192 2197 2202 rBV 575036 691523 20.25% 3.177%

21 15.313 2202 2206 2212 rVB 56496 75028 2.20% 0.345%

22 15.712 2270 2274 2280 rBV2 48746 72893 2.13% 0.335%

23 16.183 2349 2354 2358 rBV 32834 53578 1.57% 0.246%
Sum of corrected areas: 21769259
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

BF109124.D

19 Sep 2018 4:43

JussJ

J4930-08

32 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

091318-DBRI-E-U-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109124.D

Aca On : 19 Sep 2018 4:43

Operator : JU/SJ

ﬁ?ggle i J4930-08 091318-DBRI-E-U-B
ALS Vial : 32 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 4

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

4.90 3.88 ng 134658 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 436 (4.901 min): BF109124.D (-430) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 20 4k 5bo 520
83.0 : : :
o...,....,....,....I,'::.?,l'.o.'r!,....,....,.~...,...:,|....,. m/z 59.10 58.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I UL
59.0 460 4.80 500 520
m/z 101.10 20.45%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 4.80 500 520
5000 m/z 58.00 13.67%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone )
59.0 4.60 4.80 5.00 5.20
m/z 41.10 10.82%
5000 43.0
31.0
o 15.0 § | 69.0 87.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109124.D

Aca On : 19 Sep 2018 4:43

Operator : JU/SJ

ﬁ?ggle i J4930-08 091318-DBRI-E-U-B
ALS Vial : 32 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 2

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

6.49 53.82 ng 1865520 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 706 (6.490 min): BF109124.D (-702) (-) m/z 132.00 100.00%
13%.0
5000 68.0
00 540 % o | "ok oo ok
01 A L T L S B B A o o O m/z 68.05 41.15%
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 RS S R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.42%
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 o5 o ko ko
5000 980 1160 m/z 66.00 26.16%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.64%
117.0
5000
91.0
Tas, L4
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" ISR R R A
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\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109124.D

Aca On : 19 Sep 2018 4:43

Operator : JU/SJ

ﬁ?ggle i J4930-08 091318-DBRI-E-U-B
ALS Vial : 32 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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.08 ng 73625 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 l1l-Hexacosanol 382 C26H540 000506-52-5 80
3 Cvclopentane. 1.1.3.4-tetramethyv... 126 C9H18 020309-77-7 47
4 3-Ethvl-6-trifluoroacetoxvoctane 254 C12H21F302 1000215-97-3 46
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 43
Abundance Scan 1692 (12.289 min): BF109124.D (-1688) (-) m/z 55.10 100.00%
58.1 83.1
5000 111 1

12.00 12.20 12.40 12.60

0 ... N T B e e e R m/z 83.10 94 .64%
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55.0
5000
12.00 12.20 12.40 12.60
”10 m/z 69.05 78.20%
27|10
o ﬂ3901680195022402520
- T T I T T T T I T T T T T T T I T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43.0
12.00 12.20 12.40 12.60
5000 83.0 m/z 43.05 71.99%
111.0
Olsby | JJlJ' b | ;39016801960224025202800308033603640
e B A T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #11629: Cyclopentane, 1,1,3,4-tetramethyl-, trans- T
83.0 12. OO 12. 20 12. 40 12 60
41.0 111.0 m/z 97.10 71.50%
5000
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109124.D

Aca On : 19 Sep 2018 4:43

Operator : JU/SJ

ﬁ?ggle i J4930-08 091318-DBRI-E-U-B
ALS Vial : 32 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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.71 6.28 ng 217170 Perylene-di12 15.26
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 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
4 Butanoic acid. 4-cvano-2-ethvl-2... 290 C15H18N204 203808-68-8 49
5 2,6-Octadiene, 4,5-dimethyl- 138 C10H18 018476-57-8 47
Abundance Scan 2104 (14.713 min): BF109124.D (-2099) (-) m/z 69.10 100.00%
6d.1
5000
14.40 14.60 14.80 15.00
ol .l,".' A -310511." .Jl. yiod pAre 2821 sM8 0 Tn/z 81.10 53.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 R ARAR AR AR AR
14.40 14.60 14.80 15.00
m/z 41.05 23.50%
0 | e J]oq o|I Jl 1750 2310 2730 341.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69.0
1440 1460 14.80 15.00
5000 m/z 95.10 14.14%
137.0
0 290l‘ | 12050, | . 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #63358: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile R S R T
69.0 14.40 14.60 14.80 15.00
m/z 68.10 12.00%
5000
108.0
270, | | | J“ 147.0 188.0
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\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109124.D

Aca On : 19 Sep 2018 4:43

Operator : JU/SJ

ﬁ?ggle i J4930-08 091318-DBRI-E-U-B
ALS Vial : 32 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.17 ng 75028 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86
Abundance Scan 2206 (15.313 min): BF109124.D (-2202) (-) m/z 57.10 100.00%
57.1
5000
99.0 B AR BN SRR B
JI | 141.1 207.1 2811 15.00 15.20 15.40 15.60
oyl e e R e m/z 71.10 77.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 LR L B BN BN

15.00 15.20 15.40 15.60
m/z 43.05 63.77%

19910 141.0 183.0 2250 282.0
oAb b b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5.0
e
15.00 15.20 15.40 15.60
5000 m/z 85.05 59.39%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
LA P e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B e B R I
57.0 15.00 15.20 15.40 15.60
m/z 55.05 25.67%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 3090 3510 422.0
I A e e A i e
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\BF091818\
Data File : BF109124.D

Aca On : 19 Sep 2018 4:43

Operator : JU/SJ

Sample = J4930-08

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 7 Hexacosane Concentration Rank 6

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

15.71 2.11 ng 72893 Perylene-d12 15.26

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2274 (15.712 min): BF109124.D (-2270) (-) m/z 57.05 100.00%
57.0
5000
15.40 15.60 15.80 16.00
0 m/z 71.10 80.49%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L LB LB |
15.40 15.60 15.80 16.00
99.0 m/z 43.05 64 .56%
o |Jjjﬂdmw1%onm2mom% 367.0
L e P o e
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
O B I I
15.40 15.60 15.80 16.00
5000 m/z 85.10 59.04%
99.0
270 | | J | 1410 1830  240.0
O T A T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T
57.0 15.40 15.60 15.80 16.00
m/z 55.00 24 .26%
5000
99.0
oL 270 | ] Iy ‘14‘10‘ 1830 2250 267.0 300.0 3650
P e e L e O B I I
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF091418.M
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\

Data File : BF109124.D

Acq On : 19 Sep 2018 4:43

Operator : JU/SJ

3?22'6 i J4930-08 091318-DBRI-E-U-B
ALS Vial : 32 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... 4.90 3.9 ng 134658 1 6.72 693283 20.0
unknown6 .49 6.49 53.8 ng 1865520 1 6.72 693283 20.0
5-Octadecene, (E)- 12.29 2.1 ng 73625 4 11.23 709337 20.0
Squalene 14.71 6.3 ng 217170 6 15.26 691523 20.0
Eicosane 15.31 2.2 ng 75028 6 15.26 691523 20.0
Hexacosane 15.71 2.1 ng 72893 6 15.26 691523 20.0
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