LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\

Data File : BF100110.D

Aca On - 3 Nov 2017 3:39 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16274-03 Gl
Misc i 110117-TIDO-F-U-B
ALS Vial : 29 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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.981 490 492 514 rBV 48937 83311 3.50% 0.610%
2 5.392 560 562 592 rBV 405371 641392 26.92% 4 .695%
3 6.416 734 736 754 rBV 250728 411130 17.26% 3.009%
4 6.539 754 757 781 rVB 1250155 1227694 51.53% 8.987%
5 6.769 793 796 807 rBV 481271 439218 18.44% 3.215%
6 6.922 818 822 845 rBVY 1834663 1676240 70.36% 12.270%
7 7.339 890 893 909 rBVY 1172403 1224824 51.41% 8.965%
8 8.051 1011 1014 1028 rBV 678031 610542 25.63% 4_.469%
9 9.128 1192 1197 1200 rBV 2409748 2382485 100.00% 17.439%
10 9.804 1309 1312 1324 rVB 790729 665616 27.94% 4.872%
11 10.222 1380 1383 1386 rBvV 37879 32655 1.37% 0.239%
12 10.474 1423 1426 1431 rVB 38977 31769 1.33% 0.233%

13 10.598 1444 1447 1460 rBV 870458 805510 33.81% 5.896%
14 11.298 1562 1566 1575 rBV 672632 599189 25.15% 4 _.386%
15 12.880 1830 1835 1838 rBV 1959548 1756579 73.73% 12.858%

16 13.945 2013 2016 2028 rVB 395800 394657 16.56% 2.889%

17 15.362 2252 2257 2260 rBvV2 26644 31950 1.34% 0.234%
18 15.409 2260 2265 2275 rVB 278345 372784 15.65% 2.729%
19 15.774 2322 2327 2333 rVB2 30912 46139 1.94% 0.338%
20 16.251 2403 2408 2415 rVB 36102 59393 2.49% 0.435%
21 16.809 2498 2503 2514 rVB2 27150 52600 2.21% 0.385%
22 17.474 2609 2616 2625 rBV2 23802 56952 2.39% 0.417%
23 18.256 2743 2749 2757 rVB5 14498 33879 1.42% 0.248%
24 19.192 2905 2908 2917 rVB6 10047 25018 1.05% 0.183%
Sum of corrected areas: 13661526
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\
BF100110.D

3 Nov

2017

16274-03

- 373U

3:39

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
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2000000

1500000
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500000

13.94

15.41
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TIC: BF100110.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100110.D

Aca On > 3 Nov 2017 3:39

Operator : SJ/JU

Sample : 16274-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3

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

4.98 3.79 ng 83311 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 45
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 492 (4.981 min): BF100110.D (-490) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 N i U
| 83.0 460 480 500 520 540
Ol e et e et || M/Z 59.00  63.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS SRR RN LR
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 24.48%
0 270 | 510 ‘ 6900 830910 ]
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
59.0
460 480 500 520 540
5000 m/z 58.00 17.97%
43.0 101.0
o150 310 51.0 71.0 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one l||||||IIII|IAIII|IIII|II
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.99%
5000
27.0 55.0
. Lo I 710 830 980
miz--> 5% % 4 % e 7 80 90 150 10| | 4o 480 5bo 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100110.D

Aca On > 3 Nov 2017 3:39

Operator : SJ/JU

Sample : 16274-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 unknown6.54 Concentration Rank 2

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

6.54 55.90 ng 1227690 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 757 (6.539 min): BF100110.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 540 %0 550 ¢ 6k0 ok
0 : B E e m/z 68.10 33.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN AR R SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.25%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.00 20.39%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R dmmns ey s
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.45%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R ARRREEEEEEEE R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100110.D

Aca On > 3 Nov 2017 3:39

Operator : SJ/JU

Sample : 16274-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.48 ng 46139 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2326 (15.768 min): BF100110.D (-2322) (-) m/z 57.05 100.00%
57.0
5000
99.0 ot e
| | | 141.0 1909 15.40 15.60 15.80 16.00
o b g b by ey m/z 71.10 77.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000
15.40 15.60 15.80 16.00
99.0 m/z 85.10 65.61%
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.05 52.37%
99.0
o 141.0 183.0 225.0 267.0 309.0 352.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #141426: Heneicosane L Ba T o
57.0 15.40 15.60 15.80 16.00
m/z 55.00 26.16%
5000
99.0
0l15.0] ] | ‘]\J 141.0 183.0 225.0 296.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(|)O ! 15.'40 15.I60 15.I80 16.|00 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100110.D

Aca On > 3 Nov 2017 3:39

Operator : SJ/JU

Sample : 16274-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.25 3.19ng 59393  Perylene-di2 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 91

2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2408 (16.251 min): BF100110.D (-2403) (-) m/z 57.05 100.00%
57.0
5000
9.1 A
| 155.2 2810 16.00 16.20 16.40 16.60
Ol L e 2810 m/z 71.10 78.44%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209565: Octacosane
57.0
5000
16.00 16.20 16.40 16.60
9.0 m/z 85.10 64.22%
ol [ Ll 141018302250 2810 3370 3940
HJRILI UL BARLELELN BRI ULELEL UL RLEREL DAL DAL SN BN W

m/z--> 0 50 100 150 200 250 300 350

400 450 500

Abundance
57.0

5000

99.0
141.0183.0 225.0267.0309.0 365.0

m/z--> 0 50 100 150 200 250 300 350

o A e Y

400 450 500

16.00 16.20 16.40 16.60

Abundance #235973: Hexatriacontane

5000

m/z--> 0 50 100 150 200 250 300 350

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
400 450 500

m/z 43.10 60.22%

16.00 16.20 16.40 16.60

m/z 99.10 24 .03%

16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100110.D

Aca On > 3 Nov 2017 3:39

Operator : SJ/JU

Sample : 16274-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.81 2.82 ng 52600 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Triacontane 422 C30H62 000638-68-6 78
Abundance Scan 2503 (16.809 min): BF100110.D (-2498) (-) m/z 57.10 100.00%
57.1
85.1
5000
\ || ) st a0 16140 1660 1680 17,00 1720
0 S [ T | | m/Zz 71.05  63.73%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0
16.40 16.60 16.80 17.00 17.20
1130 m/z 85.10 53.81%
oL 2200 |y []M10169.0  211.0239.0267.0295.0323.0 352.0
m/z--> §o 160 1%0 260 2éo 360 3éo
Abundance
57.0
16.40 16.60 16.80 17.00 17.20
5000 85.0 m/z 43.05 38.84%
o 1130 154.0 183.0211.0239.0 281.0
N SR UL UL UL SRR WU B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A B o
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.00 21.72%
85.0
5000
29.0 113.0
oL L) P0u0is0016m0205 02530 2960
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&'30 16.|4O 16.|60 16.|80 17.'00 17.'20

8270-BF102317.M Fri Nov 03 12:40:47 2017 Page: 7



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEMI\BNA_F\DATA\BF110217\

BF100110.D

3 Nov 2017 3:39

SJ/Ju

16274-03

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .54

Hentriacontane

Octacosane
Pentacosane

8270-BF102317.M Fri Nov 03 12:40:47 2017

4.98 3.8 ng
6.54 55.9 ng
15.77 2.5 ng
16.25 3.2 ng
16.81 2.8 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

83311
1227690
46139
59393
52600

|--Internal Standard---|
| # RT Resp Conc]

439218 20.0
439218
372784 20.0
372784 20.0
372784 20.0
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