LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112088.D

Aca On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 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 F\METHODS\8270-BF011619.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 2.169 8 14 23 rvVB 187117 276785 3.28% 0.384%
2 5.093 506 511 522 rVB 330468 468989 5.56% 0.651%
3 5.504 576 581 584 rBY 7177464 7161914 84.86% 9.935%
4 6.510 747 752 769 rBVY 6917072 8232942 97.55% 11.421%
5 6.640 769 774 777 rBVY 8065490 7854654 93.07% 10.896%
6 6.863 808 812 819 rBVY 2089601 1813288 21.49% 2.515%
7 7.022 834 839 842 rBVY 6833523 6130930 72.65% 8.505%
8 7.422 902 907 910 rBVY 4526114 4875021 57.76% 6.763%
9 8.145 1026 1030 1033 rBV 2545383 2272919 26.93% 3.153%
10 9.222 1208 1213 1216 rBv 8703983 8439553 100.00% 11.708%

11 9.610 1275 1279 1283 rBV 714092 643095 7.62% 0.892%
12 9.898 1324 1328 1332 rBV 2979805 2435161 28.85% 3.378%
13 10.692 1458 1463 1466 rBV 5053231 4851402 57.48% 6.730%
14 11.386 1577 1581 1583 rBV 2451125 2157864 25.57% 2.994%
15 11.410 1583 1585 1590 rVvVv 330644 300580 3.56% 0.417%

16 11.457 1590 1593 1597 rVB 98635 95498 1.13% 0.132%
17 12.598 1783 1787 1791 rBV 585289 483354 5.73% 0.671%
18 12.827 1820 1826 1833 rBV 445201 529099 6.27% 0.734%
19 12.969 1843 1850 1853 rBV 7401420 6847984 81.14% 9.500%
20 13.857 1999 2001 2012 rVB2 268585 335404 3.97% 0.465%

21 14.027 2022 2030 2032 rBV 2147795 2260330 26.78% 3.136%
22 14.051 2032 2034 2041 rVB 246308 229123 2.71% 0.318%
23 14.486 2105 2108 2111 rBV 109250 109635 1.30% 0.152%
24 14.792 2157 2160 2164 rVB 144953 132624 1.57% 0.184%
25 14.868 2170 2173 2176 rBV 121717 112768 1.34% 0.156%

26 15.068 2203 2207 2210 rBV 173809 258864 3.07% 0.359%
27 15.133 2215 2218 2222 rVB 165181 177180 2.10% 0.246%
28 15.374 2256 2259 2265 rVB 106580 145561 1.72% 0.202%
29 15.433 2266 2269 2275 rVV 126823 150889 1.79% 0.209%
30 15.498 2275 2280 2292 rVB 1320977 1929749 22.87% 2.677%

31 15.951 2353 2357 2362 rBV 136411 197997 2.35% 0.275%
32 16.457 2439 2443 2449 rVB2 101876 173504 2.06% 0.241%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112088.D

Aca On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 72084660
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

BF112088.D

17 Jan 2019 14:44

JussJ

K1167-07

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112088.D

Aca On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.17 3.05 ng 276785 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (2.169 min): BF112088.D (-8) (-) m/z 73.05 100.00%
73.0
5000 430
55.1 87.0
2.20 2.30 2.40 2.50 2.60
e et e L TmZz 43.05  36.96%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HUNE AR U LU U U
430 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 87.05 24.63%
29.0
S L I S I S S I I IR IS W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl-
73.0
220 2.30 2.40 2.50 2.60
5000 m/z 55.10 23.98%
43.0
20 150 290 || 530 4.0 | 88.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol e ABARANEEE N e
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 71.10 12.84%
43.0
5000
27.0
"W"”I}?ql”"P"W"”I'”'I”"P"W"”I'”'I”
m/z--> 0 10 20 30 70 80 90 100 2.20 2.30 2.40 2.50 2.60

8270-BF011619.M Fri Jan 18 03:40:17 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112088.D

Aca On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 5.17 ng 468989 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 511 (5.093 min): BF112088.D (-506) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
| 83.0 | 480 5.00 520 5.40
1 MY S RS m/z 59.10 54.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI R UL RIS I
59.0 480 500 520 5.40
0,
150 4, 1010 m/z 101.10 18.54%
m I' i , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
480 5.00 520 540
5000 41.0 m/z 58.05 15.22%
SNSRI Y SO - LR VY-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40
m/z 41.05 8.59%
5000
101.0
150 310 | BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112088.D

Aca On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 3 unknown6.64 Concentration Rank 1

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

6.64 86.63 ng 7854650 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 774 (6.640 min): BF112088.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 L o J ok ok ohy oo
01 B e e m/z 68.10 41.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 RS RS AR S R

6.40 6.60 6.80 7.00
m/z 134.00 34 .83%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
A R R
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.05 26.78%
S OV VRN Y ..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole A E L i Raa
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.99%
5000

104.0 ‘

66.0
270 510 ™™ | 890 |

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112088.D

Aca On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.97 ng 335404 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 2002 (13.863 min): BF112088.D (-1999) (-) m/z 43.10 100.00%
431 831
5000 ,
U DU BN SURIUR SR
1 1s10 2300 13.60 13.80 14.00 14.20
2009 o1t m/z 57.10 99.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
58.0
83.0
5000 U U BN SURIUR SR
1110 13.60 13.80 14.00 14.20
29.0 ' m/z 55.10 90.30%
139.0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
|13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 83.59%
29.0
e 1320 167.0195.0222.0 250.0 280.0308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol L o e
55,0 83.0 13.60 13.80 14.00 14.20
m/z 69.10 74.73%
- J«M
29.0
Ll ‘ ‘ 1390167.0 106.0  238.0 266.0294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112088.D

Aca On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.05 ng 197997 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
Abundance Scan 2357 (15.951 min): BF112088.D (-2353) (-) m/z 57.10 100.00%
57.1
5000
sad 15.60 15.80 16.00 16.20
41.2 2112 266.1 : : : :
0 0 o = S By~ To B W0 01
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000 LN SUNIURA SN B
15.60 15.80 16.00 16.20
99.0 m/z 43.10 69.14%
270 | | | | | 410 1830 2250 267.0 3000 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 59.02%
113.0 155.0
....‘l".‘]..'i.‘ulu'{.'..|“...i.|.2?5.'0. T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane L LA LB L N LB N B
57.0 15.60 15.80 16.00 16.20
m/z 41.10 18.00%
5000
99.0
270 | | | |4 1410 1830 _ 2400
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011719\
Data File : BF112088.D

Acq On : 17 Jan 2019 14:44

Operator : JU/SJ

Sample : K1167-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .64
Cyclopentadecane
2-methyloctacosane

8270-BF011619.M Fri

RT EstConc Units Response

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

3.0 ng
5.09 5.2 ng
6.64 86.6 ng

13.86 3.0 ng

15.95 2.0 ng

Jan 18 03:40:20 2019

276785
468989
7854650
335404
197997

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

1 6.86 1813290 20.0
1 6.86 1813290 20.0
1 6.86 1813290 20.0
5 14.03 2260330 20.0
6 15.50 1929750 20.0
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