LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018400.D

Aca On : 27 Dec 2018 17:29

Operator : JU/SJ

Sample : J6569-01

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-BM122718 .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 2.940 6 9 13 rVB 150513 177695 1.49% 0.337%
2 5.357 415 420 427 rBV 338654 508766 4.27% 0.964%
3 6.128 546 551 553 rBV3 174927 269220 2.26% 0.510%
4 6.628 632 636 643 rVB2 183336 305462 2.56% 0.579%
5 6.934 683 688 696 rVB 266272 421090 3.53% 0.798%
6 7.781 826 832 839 rVB 1173185 1844416 15.47% 3.496%
7 8.945 1023 1030 1037 rBV 804785 1339023 11.23% 2.538%
8 10.575 1300 1307 1318 rVB 1736330 2884471 24.19% 5.467%
9 13.045 1720 1727 1737 rBVY 2558234 3599857 30.18% 6.823%
10 14.427 1950 1962 1973 rVB2 2705746 4171506 34.98% 7.906%

11 15.915 2209 2215 2222 rBV 1759925 2464032 20.66% 4._.670%
12 17.174 2423 2429 2441 rBV 3675327 5155531 43.23% 9.771%
13 18.062 2575 2580 2585 rBV2 195248 286861 2.41% 0.544%
14 18.662 2676 2682 2687 rBV 200601 268041 2.25% 0.508%
15 19.233 2775 2779 2788 rBV8 69963 123052 1.03% 0.233%

16 19.350 2795 2799 2809 rBV2 194115 280485 2.35% 0.532%
17 19.809 2871 2877 2883 rBV 9616146 11926100 100.00% 22.604%
18 21.368 3136 3142 3154 rBV 5381738 6569001 55.08% 12.450%
19 21.968 3241 3244 3251 rVB3 96300 135310 1.13% 0.256%
20 22.444 3321 3325 3333 rVB 160192 214038 1.79% 0.406%

21 22.580 3344 3348 3352 rBV3 81815 120266 1.01% 0.228%
22 22.968 3410 3414 3420 rVB2 209205 300825 2.52% 0.570%
23 23.556 3510 3514 3522 rVB 231521 390087 3.27% 0.739%
24 23.662 3524 3532 3540 rBV 3248645 6482409 54.35% 12.286%
25 24.233 3624 3629 3636 rVB 205840 393590 3.30% 0.746%

26 24.709 3705 3710 3728 rVB 153190 411850 3.45% 0.781%
27 25.009 3751 3761 3772 rBV2 251515 937492 7.86% 1.777%
28 26.174 3951 3959 3973 rBV6 265530 781597 6.55% 1.481%

Sum of corrected areas: 52762073
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\

BM018400.D

27 Dec 2018 17:29

Jus/sJ

J6569-01

5 Sample Multiplier: 1

d Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM122718 .M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
tion Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

.94
N

TIC: BM018400.D

10.57

7.78
8.95

A

6.63 6.93

5.36
A 6.13

0

T
Time-->  3.00

T T
8.00 8.5

I I I I
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I I I I
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I I I I I
550 6.00 6.50 7.00 7.50

I
0 9.00 9.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM018400.D

1981

17.17

13.05 14.43

15.92

18.06 18.66 19195
A e )

0

Time--> 12.

00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BM018400.D

21.37

23.66

. 23. . 5.01 26.17
21.97 2224458 22/\97 . 243\23 24,/112 %

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018400.D

Aca On : 27 Dec 2018 17:29

Operator : JU/SJ

Sample : J6569-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclopentane, 1,2,3,4,5-pen... Concentration Rank 2

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

6.13 2.92 ng 269220 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3.4.5-pentamet... 140 C10H20 1000152-79-7 58
2 2-Pentenal. (EBE)- 84 C5H80 001576-87-0 46
3 2-Butenal. 3-methvl- 84 C5H80 000107-86-8 43
4 3-Ethvl-2-methvl-1-heptene 140 C10H20 019780-60-0 40
5 1H-Imidazole, 4,5-dihydro-2-methyl- 84 C4H8N2 000534-26-9 38

Abundance Scan 551 (6.128 min): BM018400.D (-546) (-) m/z 84.05 100.00%
57.0 840
41.1
5000
L0 12311402 o7 | 5B 6h0 620 640
0 et e e e o m/z 57.05 90.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17389: Cyclopentane, 1,2,3,4,5-pentamethyl-
84.0
5000
5.80 6.00 6.20 6.40
55.0 m/z 55.05 77 .82%
. 29.0 110 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1382: 2-Pentenal, (E)-
58.0 84.0
5.80 6.00 6.20 6.40
5000 29.0 m/z 41.10 77.18%
0.?'?'9,....,....,...., M MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1391: 2-Butenal, 3-methyl- R e e
84.0 5.80 6.00 6.20 6.40
55.0 m/z 69.10 75 .50%
5000 390
Ol ity b
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018400.D

Aca On : 27 Dec 2018 17:29

Operator : JU/SJ

Sample : J6569-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 1

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

6.63 3.31 ng 305462 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 64
2 2-Pentene. 2.3.4-trimethvl- 112 C8H16 000565-77-5 59
3 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 59
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
5 2-Acetyl-6-methyl-2,3-dihydropyran 140 C8H1202 028450-02-4 50

Abundance Scan 636 (6.628 min): BM018400.D (-632) (-) m/z 97.10 100.00%
97.1
55.1
5000
39 810 140.1 . 6.20 6.40 6.60 6.80 7.00
0 o T I By e m/z 55.10 72 .85%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #17368: Cyclohexane, 1-methyl-2-propyl-
58.0 97.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 41.05 31.72%
200 || h 81.0 140.0
OIIIII'I"'I""'II'I:"I”:"'I""I""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6583: 2-Pentene, 2,3,4-trimethyl-
55.0 97.0
620 640 6.60 6.80 7.00
5000 m/z 69.05 28 .44%
39/0
0 [l Lo | o
0""'I'*"'i""'I""I""‘I""'I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11207: 2-Hexene, 3,4,4-trimethy!-
55.0 97.0 6.20 6.40 6.60 6.80 7.00
' m/z 70.10 21.81%
5000
27.0
126.0
H L 81'\0 | !
OIIIII""I"''I""I""'I""I""I""I""I""IIIII
m/z--> 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018400.D

Aca On : 27 Dec 2018 17:29

Operator : JU/SJ

Sample : J6569-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.01 2.89 ng 937492 Perylene-d12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3761 (25.009 min): BM018400.D (-3751) (-) m/z 57.10 100.00%
57.1
Jgg 2 207.0 24.60 24.80 25.00 25.20 25.40
155.1 . . . . .
ol b bbbl 2250 1T 255120083280 8712 4302 4750 T RT3 100
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57.0
5000 A BRI B DU B
mmmm%m%m%m
m/z 71.10 66.37%
L] 520 a0
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0
Abundance #99485: Octadecane, 2-methyl-
43.0
24.60 24.80 25.00 25.20 25.40
5000 m/z 85.10 48.15%
85.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #155178: Octacosane e B EEaREEEE S e s o
57.0 24.60 24.80 25.00 25.20 25.40
m/z 55.10 33.02%
- /‘/\\/\/\/\N
99.0
ol ‘ ‘ \ J | , 1410 183.0 2250 281.0 337.0 394.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 300 3&'30 4(')0 4&1,0 24 60 24. 80 25 00 25. 20 25. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018400.D

Aca On : 27 Dec 2018 17:29

Operator : JU/SJ

Sample : J6569-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Stigmastan-6,22-dien, 3,5-d... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.17 2.41 ng 781597 Perylene-di12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamastan-6.22-dien. 3.5-dedihv... 394 C29H46 107304-12-1 90
2 Cholesta-6.22.24-triene. 4.4-dim... 394 C29H46 1000128-66-9 84
3 Stiamasterol 412 C29H480 000083-48-7 64
4 26.27-Dinorcholesta-5.22-dien-3-... 356 C25H400 057597-10-1 64
5 Stigmasta-5,22-dien-3-ol, acetat... 454 C31H5002 004651-48-3 55
Abundance Scan 3958 (26.168 min): BM018400.D (-3951) (-) m/z 55.05 100.00%
54.0
5000 W/\LV
3003 3512 394.4 25.80 26.00 26.20 26.40
0’ m/z 81.05 77.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155186: Stigmastan-6,22-dien, 3,5-dedihydro-
54.0
5000 UVALVLASUVAB A SURRE &
25,80 26.00 26.20 26.40
1.0 145.0 255.0 394.0 m/z 83.05 72.60%
oL Ll 750, 2130 j 2050 3510
m/z--> 50 100 150 200 250 300 350 400
Abundance #155187: Cholesta-6,22,24-triene, 4,4-dimethyl-
55.0
25.80 26.00 26.20 26.40
5000 m/z 69.10 56.95%
‘ 145 0 255.0 394.0
oL | _II H, U \NSO 290 1 .2950 3510 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #158840: Stigmasterol A A BE Raaas
55.0 25.80 26.00 26.20 26.40
m/z 145.10 56.01%
5000
95.0
133.0
412.0
. H Lo 230, 70 suomsio ]
OIII‘ H ‘L“HH‘ ‘\H\\\ ‘:‘:“: ||||||||‘| e
m/z--> 50 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122718\
Data File : BM018400.D

Acq On : 27 Dec 2018 17:29

Operator : JU/SJ

Sample - J6569-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclopentane, 1,2... 6.13 2.9 ng 269220 1 7.78 1844420 20.0
Cyclohexane, 1-me... 6.63 3.3 ng 305462 1 7.78 1844420 20.0
Eicosane 25.01 2.9 ng 937492 6 23.66 6482410 20.0
Stigmastan-6,22-d... 26.17 2.4 ng 781597 6 23.66 6482410 20.0
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