LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037316.D

Aca On - 13 Oct 2018 8:03 Instrument :
Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol
3?22'6 i J5383-05 1mm1&goﬂ:uw
ALS Vial : 24 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-BG101118.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 5.196 320 325 334 rVB 37405 60219 1.19% 0.300%
2 5.649 396 402 410 rBV 324050 539129 10.68% 2.684%
3 7.253 667 675 685 rVB 211662 405948 8.04% 2.021%
4 7.641 734 741 749 rBV 574568 1014151 20.10% 5.050%
5 8.116 814 822 832 rBV 189790 334567 6.63% 1.666%

8.440 865 877 889 rvB 777935 1430193 28.34% 7.121%
9.292 1013 1022 1035 rBV 659317 1207669 23.93% 6.013%
10.937 1295 1302 1315 rVB 258270 484019 9.59% 2.410%
13.375 1709 1717 1728 rBV 1921988 3038094 60.21% 15.127%
14.192 1850 1856 1863 rBVY 56754 86258 1.71% 0.430%

=
QO ~NO®

11 14.750 1943 1951 1962 rVB2 449820 751436 14.89% 3.742%
12 16.230 2196 2203 2214 rBV 987171 1555133 30.82% 7.743%
13 17.494 2409 2418 2426 rBV2 663256 1033642 20.48% 5.147%
14 18.357 2559 2565 2570 rBV2 62210 103621 2.05% 0.516%

15 19.627 2776 2781 2790 rBV3 41129 75261 1.49% 0.375%
16 20.097 2855 2861 2870 rBV 3642466 5046175 100.00% 25.126%
17 21.395 3077 3082 3087 rBV3 54701 84954 1.68% 0.423%
18 21.783 3140 3148 3158 rVB 634708 1148215 22.75% 5.717%
19 22.582 3279 3284 3293 rBV 32375 59323 1.18% 0.295%
20 23.305 3401 3407 3414 rBVZ2 48155 98848 1.96% 0.492%

21 24.145 3544 3550 3560 rVB2 57383 129557 2.57% 0.645%
22 25.126 3705 3717 3733 rBV2 401174 1261584 25.00% 6.282%
23 26.330 3914 3922 3935 rVB4 40497 135287 2.68% 0.674%

Sum of corrected areas: 20083283
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037316.D

Aca On - 13 Oct 2018 8:03

Operator : JU/SJ

ﬁ?ggle i J5383-05 100918-SIDI-F-U-M
ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3500000

TIC: BG037316.D

3000000
2500000
2000000
1500000

1000000
8.44 929

5.20 A

T T T T
350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.
TIC: BG037316.D

7.64

500000

0
Time-->
Abundance

3500000

00 12.50

20.10

3000000

2500000

2000000{ 13.38

1500000

1000000
17.49 21.78

500000 14.75

18.36 19.63 21.40

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
TIC: BG037316.D

22.58

14.19
0 O
Time-->

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000 25.13

23.30 26.33

24.14
AN

O R s L e B AR RaE L L S L s L

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\BG101218\

Data File : BG037316.D

Aca On - 13 Oct 2018 8:03

Operator : JU/SJ

ﬁ?ggle i J5383-05 100918-SIDI-F-U-M
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 3.60 ng 60219 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Diacetamide 101 C4H7NO2 000625-77-4 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 326 (5.202 min): BG037316.D (-320) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo O 450 500 520 540 550
ottt e e e m/z 59.00 46.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN I R L I
59.0 480 500 520 540 5.60
m/z 58.00 21.16%
. ..:?1{0 N ‘ 83.0 9301010
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0
480 500 520 540 5.60
5000 59.0 m/z 101.00 13.87%
73.0
101.0
o 28.0 Al 510 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R b
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.29%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\

BG037316.D

13 Oct 2018 8:03

Ju/SsJ

J5383-05 100918-SIDI-F-U-M
24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101118.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

KAEEAAAIAIAXITA A A A A A AT A A A A A A A AR AAA A A XA EAARTAAAAAAEAARARAAAAXAAARAAAAXAATXARAARAALAAAA*XK
Peak Number 2 unknown7.64 Concentration Rank 2

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

7.64 60.62 ng 1014150 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 741 (7.641 min): BG037316.D (-734) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 9.0 oo T Tk 7B 8bo
0 e o e S A m/z 67.95 43.16%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL UL IR
7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.02%
0 I AL SN DAL DU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.30%
41.0 97.0
‘ ‘ 117.0
ol ,\i‘\, ,‘,\‘, T2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl A e e e
57.0 132. 7.40 7.60 7.80 8.00
m/z 69.00 16.24%
74.0
5000 98.0 116.0
0||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H| ||:|I-5|8|.0|||||]:8|9.|0|||||| T REEEE B
m/z--> 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037316.D

Aca On - 13 Oct 2018 8:03

Operator : JU/SJ

ﬁ?ggle i J5383-05 100918-SIDI-F-U-M
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.00 ng 103621 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Nonanoic acid 158 C9H1802 000112-05-0 11
Abundance Scan 2565 (18.357 min): BG037316.D (-2559) (-) m/z 73.00 100.00%
73.0
43.0
5000
570 129.0 2131
157.0 185.1 256.2 18.00 18.20 18.40 18.60
o} m/z 60.00 86.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
.0
5000 129.0
18.00 18.20 18.40 18.60
J‘u - 1570 1gso 2130 2560 | M/z 43.00  80.85%
A .
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
18,00 18.20 18.40 18.60
5000 129.0 m/z 57.00 80.56%
o 15.0 fl ‘ My
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R R
73.0 18.00 18.20 18.40 18.60
m/z 55.00 64 .50%
43.0
5000
129.0
‘ 710 2140
obr] ,‘I\,,,‘lw\,“ i h‘\ HM H e 90 ‘ T M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037316.D

Aca On - 13 Oct 2018 8:03

Operator : JU/SJ

ﬁ?ggle i J5383-05 100918-SIDI-F-U-M
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .14 2.05 ng 129557 Perylene-di12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3549 (24.139 min): BG037316.D (-3544) (-) m/z 57.00 100.00%
57.0
5000 85.0 !
| l113-0141,1 169.0 206.9 264.9 23.80 24.00 24.20 24.40
O R L e [ ST e m/z 43.00 58.80%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 AU U IR
23.80 24.00 24.20 24.40
113.0 m/z 71.00 56.47%
23D ] A40169.0197.0225.0253,0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
23.80 24.00 24.20 24.40
5000 85.0 m/z 85.00 38.72%
. 290 i || | [M30141.0160.0197.0225.0253.0 295.0323.0  367.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 23.80 24.00 24.20 24.40
m/z 55.00 18.43%
5000 85.0
oLl } I JJﬂf‘o‘}{l-qliﬁ‘9-0197.0 23|9'0267.0294.0323.0 352.0
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037316.D

Aca On - 13 Oct 2018 8:03

Operator : JU/SJ

ﬁ?ggle i J5383-05 100918-SIDI-F-U-M
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 6 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.33 2.14 ng 135287 Perylene-d12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tetradecane. l-iodo- 324 C14H291 019218-94-1 72
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 3922 (26.330 min): BG037316.D (-3914) (-) m/z 57.00 100.00%
571.0
5000 )/\\dwmv
[ 1| P0us 1000 00 w28 sone sme| 2000 2020 2040 2960
ol b b sy 290 2D e 3549 5% m/z 71.00 52.55%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000
26.00 26.20 26.40 26.60
99.0 m/z 42.95 47 _.37%
27,0 Y1410 240.0
0||'|:‘||||]||J'|‘I||l|‘||'|‘|:|I-8|'3.|0||||=||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
26.00 26.20 26.40 26.60
5000 m/z 84.95 44 _31%
99.0
0 ‘ ’ | J1; 1410 1830 2390  296.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #117638: Nonadecane
57.0 26.00 26.20 26.40 26.60
m/z 55.00 23.10%
5000
L 20 | | 1%° 1910 1830 2050 2680
m/z--> 50 100 150 200 250 300 350 ' 26.00 26.20 26.40 26.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG101218\

BGO37316.D
13 Oct 2018
Ju/sJ
J5383-05

8:03

24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

2-Pentanone, 4-hy...

unknown7 .64

n-Hexadecanoic acid

Eicosane
Heptadecane

8270-BG101118.M Mon Oct 15 13:32:50 2018

name RT EstConc
5.20 3.6 ng
7.64 60.6 ng
18.36 2.0 ng
24 .14 2.0 ng
26.33 2.1 ng

Units Response

60219
1014150
103621
129557
135287

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

334567 20.0
334567
1033640 20.0
1261580 20.0
1261580 20.0

1 8.12
4 17.49
6 25.13
6 25.13

100918-SIDI-F-U-M
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