LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.287 540 544 577 rBV 1365093 2051213 78.35% 9.100%
2 6.322 717 720 737 rBV 1518597 2176642 83.14% 9.656%
3 6.445 737 741 755 rVvB 2230099 2193477 83.79% 9.731%
4 6.669 776 779 793 rVB 677146 655060 25.02% 2.906%
5 6.828 802 806 828 rBV 1649661 1733735 66.23% 7.691%
6 7.240 872 876 908 rBV 1062417 1386156 52.95% 6.149%
7 7.445 908 911 920 rVB 32110 29623 1.13% 0.131%
8 7.951 994 997 1025 rBVY 654554 856639 32.72% 3.800%
9 9.028 1176 1180 1189 rBV 2897591 2617939 100.00% 11.614%
10 9.428 1246 1248 1253 rBV 150651 158751 6.06% 0.704%
11 9.610 1277 1279 1282 rVB 57135 44570 1.70% 0.198%
12 9.645 1282 1285 1288 rBV3 20089 28567 1.09% 0.127%
13 9.675 1288 1290 1292 rBV2 37986 38148 1.46% 0.169%
14 9.704 1292 1295 1300 rBV 950845 881049 33.65% 3.909%
15 10.104 1360 1363 1366 rBV2 89605 76813 2.93% 0.341%

16 10.498 1426 1430 1440 rBV 1048693 1381598 52.77% 6.129%
17 11.186 1544 1547 1555 rBV 1018201 1064670 40.67% 4.723%
18 12.769 1812 1816 1823 rVB 2592939 2462357 94.06% 10.924%
19 13.663 1965 1968 1973 rVB 42476 43591 1.67% 0.193%
20 13.827 1992 1996 2006 rVB 623648 779774 29.79% 3.459%

21 13.980 2019 2022 2030 rVB 57752 58012 2.22% 0.257%
22 14.280 2069 2073 2076 rBV 102910 122192 4.67% 0.542%
23 14.574 2120 2123 2128 rVB 121254 111647 4._.26% 0.495%
24 14.645 2131 2135 2139 rVB 118891 116415 4.45% 0.516%
25 14.886 2168 2176 2183 rVB 233705 264109 10.09% 1.172%

26 15.233 2230 2235 2248 rBV 546054 862728 32.95% 3.827%
27 15.621 2296 2301 2306 rVB 157605 218980 8.36% 0.971%

28 16.068 2373 2377 2386 rVB 43413 68693 2.62% 0.305%
29 16.598 2461 2467 2472 rBV2 27923 58243 2.22% 0.258%
Sum of corrected areas: 22541391
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041519\

BF113772.D

15 Apr 2019 19:36

JussJ

K2390-01

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF040319 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF113772.D

6.45

6.83
6.32
5.29

6.67

7.24

7.45

0
Time-->

5.50

T I T
4.50 5.00 6.00 6.50

7.00

7.50

Abundance

2500000

2000000

1500000

1000000

500000

7.

TIC: BF113772.D

11.19
10.50
9.70

95

10.10

12.77

0
Time-->

12.00

11.50

10.50 11.00

T
9.50 10.00

12.50

13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF113772.D

13.83 15.23

14.89 15.62

13.66(| 13.98 14.28 14884 16.07 16.60

0
Time-->

T
13.50

T
18.00

17.00

I
17.50

16.50

16.00

15.00

15.50

14.00

14.50

18.50

8270-BF040319.

M Tue Apr 16 06:27:42 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.45 Concentration Rank 1

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

6.45 66.97 ng 2193480 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 742 (6.451 min): BF113772.D (-737) (-) m/z 131.90 100.00%
5000 o8
5 R B o
40 ,_ 54 75 104 6.20 6.40 6.60 6.80
o..,....,....,....:':..7.,-.:..??.[.'....,..f??,..!.,....,.1.1.5.,....,"...,.. m/z 67.95 36.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L RIS SR LR I
6.20 6.40 6.60 6.80
3 78 m/z 133.90 33.53%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.95 22.93%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.00 13.65%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.28 3.13 ng 122192 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2073 (14.280 min): BF113772.D (-2069) (-) m/z 56.95 100.00%
57
5000 85
113 14,00 14.20 14.40 14.60
141
Y O e - AN m/z 70.95 67.17%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR BRI BRI U B
mmmmmmmm
m/z 43.00 65.10%
29 41
0 h L n‘ | |77 169 197 225 253 282
m/z--> 50 100 150 260 2%0 300 3%0
Abundance
57
o 14,00 14.20 14.40 14.60
5000 m/z 85.00 51.13%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane e B T
57 14.00 14.20 14.40 14.60
m/z 40.95 21.14%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367
m/z--> 50 100 150 200 250 300 350 14.00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.59 ng 111647 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2122 (14.568 min): BF113772.D (-2120) (-) m/z 57.00 100.00%
g7
5000 85 h
NN SR IUURRE
113 14.20 14.40 14.60 14.80
141 282
ol | ,-.'.'.1.-'|, SR Y. R cS— m/z 71.00 69.02%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
85 14.20 14.40 14.60 14.80
29 m/z 42.95 61.28%
0 \‘ | ‘\ H\ Ik u‘ 1%‘\-3 i 141 n 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 1420 14.40 14.60 14.80
5000 m/z 85.00 49.02%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane B o  NAERa
57 14.20 14.40 14.60 14.80
m/z 41.00 23.51%
- | J\“MML
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6

R.T. EstConc Area Relative to ISTD R.T.
1464 2.70ng 116415  Perylene-di2 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91

062951-96-6 80
024035-35-6 72

3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24
4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602

5 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 72
Abundance Scan 2134 (14.639 min): BF113772.D (-2131) (-) m/z 68.95 100.00%
69
5000
41 IIIIIIIIIIIIIIIIIIIIIII
95 137 14.40 14.60 14.80 15.00
161 189 : ' : :
o bl L o e m/z 80.95 52.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LIS L L LL  LL
a 14.40 14.60 14.80 15.00
o5 m/z 41.00 26.20%
ol ‘ e .‘“‘,NH. 101 191 231 273209 341367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
B L
14.40 14.60 14.80 15.00
5000 m/z 68.00 12.63%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 14.40 14.60 14.80 15.00
a1 m/z 94.90 12.33%
5000
95 123 149
NI i Y B ftstunttiehosuhoden
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\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
n 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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.89 6.12 ng 264109 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2177 (14.892 min): BF113772.D (-2168) (-) m/z 57.00 100.00%
57 n
85
5000
Wlw 259 Mmmmmmmm
o...~.|,|'1|ll|.-lh I Gl S m/z 71.00 66.15%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85
mmmmmmmm
m/z 43.00 60.95%
0 h‘ Jl h Il 1]‘-3 | 141 169 197 225 254
m/z--> §o 160 150 260 2%0 360 3%0
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 53.11%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane
57 mmmmmmmm
m/z 54.95 23.07%
85
5000 ’JLJ\A’\M\
29 113
ol L) J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.08 ng 218980 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2301 (15.621 min): BF113772.D (-2296) (-) m/z 57.00 100.00%
57
4| [P 100 211 253 26 " 1540 15.60 15.80 16.00
ol b b L 25, At 208288 | m/z 70.95 66.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R BRI B B R
mmmmmmmm
- 13 m/z 43.00 59.37%
0 \‘ ‘L h H\ h h‘ u‘ 1 \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 460 '
Abundance
57
" 1540 15.60 15.80 16.00
5000 m/z 85.00 50.71%
85
29 113 141 169 197 22
ol b b L 707 197 225 258 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane e REEREEaE e
57 15.40 15.60 15.80 16.00
m/z 54.95 21.20%
- T m
. 29 M3 141 169 197 225 253 295 303 367
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 1520 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113772.D

Acq On : 15 Apr 2019 19:36

Operator : JU/SJ

Sample - K2390-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 67.0 ng 2193480 1 6.67 655060 20.0
Eicosane 14.28 3.1 ng 122192 5 13.83 779774 20.0
2-methyloctacosane 14 .57 2.6 ng 111647 6 15.23 862728 20.0
Squalene 14 .64 2.7 ng 116415 6 15.23 862728 20.0
Octadecane 14.89 6.1 ng 264109 6 15.23 862728 20.0
Heneicosane 15.62 5.1 ng 218980 6 15.23 862728 20.0
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