LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 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_G\METHODS\8270-BG032719_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

3.123 3 6 14 rVB 306215 478914 11.06% 2.186%
3.194 14 18 39 rvB 608134 934115 21.57% 4.263%
429 438 rBvV 489527 796096 18.39% 3.633%
7.207 693 701 712 rBV 397598 683565 15.79% 3.119%
7.583 757 765 773 rBV 836407 1416755 32.72% 6.465%
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8.053 839 845 853 rBV 207235 361612 8.35% 1.650%
8.376 891 900 911 rVB 661027 1159069 26.77% 5.289%
1046 1056 rBV 602801 1079062 24.92% 4.924%
10.867 1314 1324 1334 rBV 299721 541923 12.52% 2.473%
13.305 1729 1739 1747 rBV 1695342 2677181 61.83% 12.217%
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11 14.686 1967 1974 1982 rVB2 513079 829274 19.15% 3.784%
12 16.173 2220 2227 2242 rBV 1401122 2211100 51.07% 10.090%
13 17.430 2435 2441 2452 rVB 743996 1117444 25.81% 5.099%
14 20.033 2878 2884 2899 rBV 2893153 4329689 100.00% 19.759%
15 21.707 3162 3169 3179 rVB2 748839 1256413 29.02% 5.734%

16 21.854 3189 3194 3199 rBV 34584 44851 1.04% 0.205%
17 22.465 3291 3298 3305 rBvV 62539 101952 2.35% 0.465%
18 23.165 3410 3417 3425 rBV2 89854 178088 4.11% 0.813%
19 23.981 3548 3556 3567 rBV2 80670 184041 4._.25% 0.840%
20 24.945 3710 3720 3722 rBV5 63993 144833 3.35% 0.661%

21 25.009 3722 3731 3746 rVB2 318440 1219300 28.16% 5.564%
22 26.090 3905 3915 3929 rBV3 38068 120242 2.78% 0.549%
23 27.471 4143 4150 4158 rVB10 15826 47364 1.09% 0.216%

Sum of corrected areas: 21912883
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG032919\

BG040256.D

30 Mar 2019 11:15

JussJ

K2106-02

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
2500000
2000000
1500000
1000000

500000

TIC: BG040256.D

7.58
8.38 9.23
5.61

8.05

10.87

0
Time-->

350 4.00 450 5.00 5.50 6.00 650

7.00 7.50 8.00 850 9.00 950

10 00 10. 50 11. OO 11. 50 12. OO 12. 50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG040256.D

13.31

16.17

17.43
14.69

20.03

21.71

1.85
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T T T T

22.47
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05
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2500000

2000000

1500000

1000000

500000

23.

TIC: BG040256.D

25.01

16 23.98 24/&4 26.09 27.47

Time-->

Obrd
23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.12 26.49 ng 478914 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 42
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 42
5 Cyclobutanone, 2-methyl- 84 C5H80 001517-15-3 38

Abundance Scan 5 (3.117 min): BG040256.D (-3) (-) m/z 56.00 100.00%
96
41 84
5000
HRUNE R LU R U
o 258 3.20 3.30 3.40 3.50
m/z 84.05 61.25%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1457: Cyclohexane
56
41 84
5000 RS AR AREEE LR
27 3.20 3.30 3.40 3.50
m/z 41.00 59.38%
2 0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1487: 1-Pentene, 2-methyl-
56
41
3.20 3.30 3.40 3.50
5000 m/z 55.10 35.59%
27 84
1 0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1494: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50
m/z 69.00 25.22%
41
5000
28 84 !E
0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.19 51.66 ng 934115 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 17 (3.188 min): BG040256.D (-14) (-) m/z 73.00 100.00%
73

-

5000 43
55 87
3.20 3.30 3.40 3.50 3.60
el e e 2% m/z 43.00 44.07%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73 g
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.00 31.03%

29 ‘ |
Lo A

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

-

87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 26.47%
il
L o7 112 a0
R B e L B i e o o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 45.00 11.44%
5000 43
58
29 ‘ ﬁ7
i A A
L B e I L B o e B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 unknown7.58 Concentration Rank 1

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

7.58 78.36 ng 1416760 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 765 (7.583 min): BG040256.D (-757) (-) m/z 132.00 100.00%
132
5000 68
96 rrrrrTyTTTT T TT T T T T T
40 54 28 | 106 J 7.20 7.40 7.60 7.80 8.00
N N - Y | A m/z 68.00 41.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

7.20 7.40 7.60 7.80 8.00
m/z 134.00 32.99%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
24 R R e EREE S
7.20 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 28.34%
SESSRSSSNY WS WOV WM™ a3
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole P e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.76%
5000
104
66
1 27 3958 T o | s ‘
L B o e e e B e B LA B e o R e N REEE e
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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

Concentration Rank 6

Peak Number

5 Octacosane

R.T. EstConc Area Relative to ISTD R.T.
23.16 2.83 ng 178088 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane, 1-i1odo- 380 C18H371 000629-93-6 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3416 (23.159 min): BG040256.D (-3410) (-) m/z 57.10 100.00%
57
5000 85 Jf\,,ww
e o R i e
113 22.80 23.00 23.20 23.40
141 183
AL T e 188 221 as3 2msae0 0 R b6 adn
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 AR AR N
22'80 23.00 23.20 23.40
29 m/z 71.10 54 _.37%
0 | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane
57
22.80 23.00 23.20 23.40
5000 m/z 85.10 48_.75%
85
20 J (113 141 169 107 205 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #202264: Octadecane, 1-iodo-
57 22.80 23.00 23.20 23.40
m/z 55.10 19.62%
5000 85
29
113
..t‘. 0 O n e ey
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 6 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.98 3.02 ng 184041 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tritetracontane 605 C43H88 007098-21-7 87
4 Hexadecane 226 C16H34 000544-76-3 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83

Abundance Scan 3556 (23.981 min): BG040256.D (-3548) (-) m/z 57.10 100.00%

g7
5000

9
23. 60 23. 80 24 00 24. 20
155 211 282
A 2 22 s m/z 43.00 56.68%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57

5000 PR T
23.60 23.80 24.00 24.20

m/z 71.05 50.39%

99
2 , 141 183 225 282
o B e AL N I e s S e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
23.60 23.80 24.00 24.20
5000 m/z 84.95  44.20%
99
(Ll 241 183 225 267 309 367
B e o i i B o e B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57 23.60 23.80 24.00 24.20
m/z 55.00 22 .30%
5000
97

| 127 169 211 253 295 337 379 421 463 505 547 604

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 23.60 23. 80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .94 2.38 ng 144833 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 81
2 2-methyloctacosane 408 C29H60 1000376-72-8 81
3 Hentriacontane 437 C31H64 000630-04-6 81
4 Octacosane 394 C28H58 000630-02-4 81
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74
Abundance Scan 3719 (24.939 min): BG040256.D (-3710) (-) m/z 57.05 100.00%
57
5000
[, 155 207 264 24.60 24.80 25.00 25.20
B L AR R a e S m/z 71.00 58.28%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

24.60 24.80 25.00 25.20
m/z 43.05 58.23%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #215181: 2-methyloctacosane
5[7
T T T R T
24.60 24.80 25.00 25.20
5000 m/z 85.10 46.13%
99
26] ||| | }41 183 225 267 309 365
e P e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
5[7 24.60 24.80 25.00 25.20
m/z 55.10 25.78%
5000
99
| 141 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG032919\
Data File : BG040256.D

Acq On : 30 Mar 2019 11:15

Operator : JU/SJ

Sample - K2106-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
1-Pentene, 2-methyl- 3.12 26.5 ng 478914 1 8.05 361612 20.0
Butane, 2-methoxy... 3.19 51.7 ng 934115 1 8.05 361612 20.0
unknown7 .58 7.58 78.4 ng 1416760 1 8.05 361612 20.0
Octacosane 23.16 2.8 ng 178088 5 21.71 1256410 20.0
Eicosane 23.98 3.0 ng 184041 6 25.01 1219300 20.0
Tetratetracontane 24 .94 2.4 ng 144833 6 25.01 1219300 20.0
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