LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036730.D

Aca On : 15 Sep 2018 7:47

Operator : JU/SJ

Sample : J4771-02

Misc :

ALS Vial : 20 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 G\METHODS\8270-BG082318 .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 5.157 310 318 330 rVB2 173628 285378 6.50% 1.301%
2 5.621 389 397 408 rBV 917602 1440041 32.78% 6.567%
3 7.208 659 667 679 rBV 855918 1449710 33.00% 6.611%
4 7.584 722 731 739 rBV 937215 1590800 36.22% 7.254%
5 8.048 803 810 818 rBV 209526 360595 8.21% 1.644%

8.371 858 865 876 rvB 656870 1138116 25.91% 5.190%
9.211 1000 1008 1016 rBV 609814 1058090 24.09%% 4._.825%
10.850 1280 1287 1296 rBV 286621 516138 11.75% 2.354%
1529666 2434796 55.43% 11.103%
14.675 1930 1938 1945 rBV2 474726 757017 17.23% 3.452%
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11 16.162 2184 2191 2206 rBV 1384098 2209731 50.31% 10.077%
12 17.413 2398 2404 2415 rVB 665640 1042776 23.74% 4._.755%
13 20.022 2842 2848 2858 rBV 3262505 4392593 100.00% 20.031%
14 21.679 3123 3130 3138 rBV2 726246 1194483 27.19% 5.447%
15 22.478 3261 3266 3271 rBV2 57376 91617 2.09% 0.418%

16 23.171 3378 3384 3394 rVB 90412 164542 3.75% 0.750%
17 23.970 3513 3520 3528 rBV 90542 198656 4._.52% 0.906%
18 24.887 3665 3676 3692 rBV2 424904 1324874 30.16% 6.042%
19 26.038 3863 3872 3884 rVB4 53946 167535 3.81% 0.764%
20 27.384 4094 4101 4113 rVB5 32236 111449 2.54% 0.508%

Sum of corrected areas: 21928937
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\
: BG036730.D

: 15 Sep 2018  7:47

: Ju/sd

: J4771-02

- 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036730.D

5.62 701 .58

10.85

5.16 8.05

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 8.50

T T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.

00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG036730.D
20,02

13.30
16.16

17.41 2168

14.68

22,; 48

L
T=T=1=T

Time-->

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036730.D

24.89

23.17 26.04

23.97
. 27.38

b A
0
Time--> 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\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036730.D

Aca On : 15 Sep 2018 7:47

Operator : JU/SJ

Sample : J4771-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : 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 3-Pentanol, 2-methyl- Concentration Rank 3

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

5.16 15.83 ng 285378 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 3-Hexanol 102 C6H140 000623-37-0 36
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 28

Abundance Scan 319 (5.163 min): BG036730.D (-310) (-) m/z 43.10 100.00%
43.1
59.1
5000
73.1 101.1 S RN AR RS LA
511 | 83.1 | 480 5.00 5.20 5.40
) SR ) S8 YA PEEESOS ENN. & AN m/z 59.10 56.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4460: 3-Pentanol, 2-methyl-
54.0
5000 73.0 B NARANRARAE RAREE LR
480 5.00 5.20 5.40
310 419 m/z 73.10 17.76%
X Y Y A 1 N - =T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 5.00 5.20 5.40
5000 59.0 m/z 101.10 16.77%
31.0 830 930 10‘1.0
or-r—r—r—r—rrthrrr—r ittt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
54.0 480 5.00 5.20 5.40
m/z 58.10 15.68%
5000
410 101.0
o150 30 7] 10, | 690 830 A
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036730.D

Aca On : 15 Sep 2018 7:47

Operator : JU/SJ

Sample : J4771-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : 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 unknown7.58 Concentration Rank 1

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

7.58 88.23 ng 1590800 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 730 (7.578 min): BG036730.D (-722) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 AR RARRE RS AR
40.1 541 J 7.20 7.40 7.60 7.80 8.00
o! IV £ TR 2 m/z 68.10 48.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LS S SRS AR
720 7.40 7.60 7.80 8.00
33.0 105.0 m/z 66.10 33.81%
5.0 %0 460
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 7.20 7.40 7.60 7.80 8.00
5000 9go 1160 m/z 134.10 33.22%
0: T I‘lewlwllwl‘hll |“|| |‘H“||‘|“|| I‘\\I —— Il5|8|0||| : |:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14770: Cyclopropanamine, 1-phenyl- R R b
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.58%
104.0
5000
st0 10
640 91.0 117.0
o3, Wby il o D 8 N —
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036730.D

Aca On : 15 Sep 2018 7:47

Operator : JU/SJ

Sample : J4771-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.76 ng 164542 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Pentadecane 212 C15H32 000629-62-9 95
3 Hexacosane 366 C26H54 000630-01-3 93
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3384 (23.171 min): BG036730.D (-3378) (-) m/z 57.10 100.00%
57.1
5000 85.1
132 22.80 23.00 23.20 23.40
1412
- .|, A A El601 2081 24912823 8551 m/z 71.15 56.26%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000
85.0 22.80 23.00 23.20 23.40
29.0 m/z 43.10 56.18%
. | j ﬂ13°141016901970225025302820
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #71393: Pentadecane
57.0
22.80 23.00 23.20 23.40
0
5000 85.0 m/z 85.10 43 .33%
29.0
0 Ll }13014101690 212.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0 22.80 23.00 23.20 23.40
m/z 55.10 23.16%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;0 22. 80 23. oo 23. 20 23. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036730.D

Aca On : 15 Sep 2018 7:47

Operator : JU/SJ

Sample : J4771-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : 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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.97 3.00 ng 198656 Perylene-d12 24 .88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 3520 (23.970 min): BG036730.D (-3513) (-) m/z 57.10 100.00%
57.1
5000 /\waﬁ
I %ZMleznmzmg 341.0 415.2 géé&ﬁ&ﬁ&&ll
ol b by S0 1832 2293 2679 3410 4152 o743 10 55.57Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59879: Tetradecane
57.0
5000 AR B A B
Bmmmmmmm
m/z 71.10 55.15%
sl | || [15 1410 1080
m/z--> 50 100 1%0 200 250 300 3%0 460
Abundance #83028: Hexadecane
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.15 45.18%
990
o ‘ L], | i.|.410 1830 2260
m/z--> §o 160 1%0 200 250 300 3%0 460
Abundance #129492: Eicosane
57.0 23.60 23.80 24.00 24.20
m/z 55.10 21.58%
- /VW/\\WW
o 25J0‘ ] | Jg?o‘ 141.0 1830 225.0 2820
m/z--> 5'0 1(')0 1&1;0 200 250 300 350 4(')0 23 60 23 80 24. oo 24 20 '

8270-BG082318.M Mon Sep 17 15:27:22 2018 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091418\
Data File : BG036730.D

Acq On : 15 Sep 2018 7:-47

Operator : JU/SJ

Sample : J4771-02

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
Quant Title : 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]
3-Pentanol, 2-met... 5.16 15.8 ng 285378 1 8.05 360595 20.0
unknown7 .58 7.58 88.2 ng 1590800 1 8.05 360595 20.0
Eicosane 23.17 2.8 ng 164542 5 21.68 1194480 20.0
Tetradecane 23.97 3.0 ng 198656 6 24.88 1324870 20.0
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