LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107784.D

Aca On : 28 Jul 2018 9:10

Operator : JU/SJ

Sample : J4199-05

Misc :

ALS Vial : 41 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-BF072018 .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 5.190 482 485 496 rBV 218398 282814 5.92% 0.894%
2 5.596 551 554 570 rBV 907514 1499890 31.41% 4.744%
3 6.601 721 725 744 rBV 437398 1137215 23.81% 3.597%
4 6.737 744 748 769 rVV 2559649 3459630 72.45% 10.941%
5 6.960 783 786 808 rvVv 490602 916536 19.19% 2.899%
6 7.119 808 813 846 rVB 2826628 3615123 75.71% 11.433%
7 7.531 879 883 905 rBVY 1686972 2769084 57 .99% 8.758%
8 7.678 906 908 916 rVB 35542 53699 1.12% 0.170%
9 8.242 1000 1004 1032 rBV 761971 1173720 24.58% 3.712%
10 9.313 1182 1186 1202 rBVY 3755914 4775271 100.00% 15.102%
11 9.707 1250 1253 1260 rVB 43720 50462 1.06% 0.160%

12 10.001 1299 1303 1323 rBV 1024400 1125488 23.57% 3.559%
13 10.795 1434 1438 1465 rBV 1873836 2587816 54.19% 8.184%
14 11.495 1553 1557 1572 rBV 726514 993510 20.81% 3.142%
15 13.083 1822 1827 1847 rBV 3556611 4203810 88.03% 13.295%

16 13.954 1972 1975 1981 rVB 82937 91764 1.92% 0.290%
17 14.148 2004 2008 2023 rBvV 903296 1163500 24.37% 3.680%
18 14.577 2079 2081 2086 rvB2 45783 55117 1.15% 0.174%
19 14.895 2132 2135 2140 rVB 70188 75988 1.59% 0.240%
20 14.977 2145 2149 2154 rVB 422344 419854 8.79% 1.328%
21 15.248 2192 2195 2202 rVB 84399 99992 2.09% 0.316%
22 15.648 2259 2263 2264 rBV 81130 85086 1.78% 0.269%
23 15.677 2264 2268 2280 rVB 443119 808278 16.93% 2.556%
24 16.113 2337 2342 2346 rBV 65154 98437 2.06% 0.311%
25 16.648 2429 2433 2438 rVB2 43747 77270 1.62% 0.244%
Sum of corrected areas: 31619354
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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\HPCHEM1I\BNA F\DATA\BF072718\

- BF107784.D

- 28 Jul 2018 9:10

- JU/SJ

- J4199-05

- 41 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107784.D

Aca On 28 Jul 2018 9:10

Operator : JU/SJ

Sample : J4199-05

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.19 6.17 ng 282814 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 485 (5.190 min): BF107784.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480 500 520 540 5.60
83.0 : : : :
Ol 2 L e+ m/z 59.00 62.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- L
43.0
5000 SRS RS AN R
4.80 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 17.61%
ol 350, ), s10 || 670 830910 LT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 5.60
5000 m/z 58.00 16.21%
410 101.0
o150 30 || 10, | 690 830
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol LI L L B L BB B
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.01%
5000 310 430 73.0
0 ﬂj \“H 51.0/ |/, 84.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107784.D

Aca On 28 Jul 2018 9:10

Operator : JU/SJ

Sample : J4199-05

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2 unknown6.74 Concentration Rank 2

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

6.74 75.49 ng 3459630 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.743 min): BF107784.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 /L
68.0
40.0 54.0 0 e 640 6.60 680 7.00
01 : e m/z 68.00 33.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 LRSS AR AR
6.40 6.60 6.80 7.00
m/z 134.00 32.62%
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 Tk 5k om0 7ho
5000 9go 1160 m/z 65.95 22 .94%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.65%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T e AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107784.D

Aca On 28 Jul 2018 9:10

Operator : JU/SJ

Sample : J4199-05

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 10.39 ng 419854 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 80
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2149 (14.977 min): BF107784.D (-2145) (-) m/z 69.05 100.00%
69.0
5000
137.1 1460 14.80 15.00 15,20
ob e bd lad ) 2031 287220033412 | ngo81.05  52.67%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
5000 AR AR

14,60 14.80 15.00 15.20
m/z 41.00 26.09%

137.0
27. J,ul, 1910 2730 341.0 410.0

A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0
B B B A B o T e
14.60 14.80 15.00 15.20
5000 m/z 95.10 14 _.30%
137.0
o | 1 L1, 1910  273.0 3410 410.0
L m B B e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... e e T
69.0 14.60 14.80 15.00 15.20
m/z 68.00 11.28%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
e I o B Bl Ba o R MR S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107784.D

Aca On 28 Jul 2018 9:10

Operator : JU/SJ

Sample : J4199-05

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.25 2.47 ng 99992 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 81
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 80

Abundance Scan 2195 (15.248 min): BF107784.D (-2192) (-) m/z 57.05 100.00%

57.0
5000

13.1 1780 2402 15.00 15.20 15.40 15.60
- ...]ﬂ,.l.n,.... bR - S — m/z 71.05 52.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane

o

5000 LA L L L L L L LB
15.00 15. 20 15. 40 15 60
m/z 43.10 48_.07%
o 1301600 2680
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
57.0
N R REEEamas
15.00 15.20 15.40 15.60
5000 m/z 85.10 35.12%

1130 160.0 240.0

(USRS S ATt MRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L T o B
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22 .54%
5000
130 169.0
ol A 7272 2250 281.0 337.0 593.0 449.0 5050, 562.0 617.0 e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107784.D

Aca On 28 Jul 2018 9:10

Operator : JU/SJ

Sample : J4199-05

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 6
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.44 ng 98437 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Heptadecane 240 C17H36 000629-78-7 74
Abundance Scan 2342 (16.113 min): BF107784.D (-2337) (-) m/z 57.00 100.00%
4111732 2950 2821 15,80 16.00 16.20 16.40
0! m/z 71.10 58.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LR N DL SURRRN B
mmmmmmmm
99.0 m/z 43.00 56.69%
oL L, ] | 1410 1 183.0 225.0 282.0
miz--> "'s'o""lc')d"lso 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 48.10%
99.0
0 L)y 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #209565: Octacosane L o L
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.02%
5000
99.0
oLl | || | 1410 1830 2250 2810 387.0 3940
m/z--> b 160 1éo 260 250 300 350 460 ! 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107784.D

Acq On : 28 Jul 2018 9:10

Operator : JU/SJ

Sample : J4199-05

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.19 6.2 ng 282814 1 6.97 916536 20.0
unknown6 .74 6.74 75.5 ng 3459630 1 6.97 916536 20.0
Supraene 14.98 10.4 ng 419854 6 15.68 808278 20.0
Nonadecane 15.25 2.5 ng 99992 6 15.68 808278 20.0
Eicosane 16.11 2.4 ng 98437 6 15.68 808278 20.0
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