LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099087.D

Aca On : 5 0ct 2017 00:44

Operator : SJ/JU

3?22'6 i 15589-01 SASP2P-TP-106-T(0-5
ALS Vial : 23 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-BF092317.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 9 14 21 rVB 178779 236051 5.61% 0.659%
2 5.098 508 512 525 rVB 531772 792637 18.82% 2.212%
3 5.493 573 579 582 rBVY 3341051 3661687 86.96% 10.219%
4 6.498 741 750 753 rBVY 3000612 3880047 92.14% 10.828%
5 6.640 768 774 777 rBV 3478980 3731037 88.60% 10.412%
6 6.863 808 812 816 rBVY 1094943 896762 21.30% 2.503%
7 6.992 831 834 835 rBV 60071 45155 1.07% 0.126%
8 7.022 835 839 842 rVB 3063629 2825899 67.11% 7 .886%
9 7.428 902 908 911 rBVY 2085822 2424404 57 .57% 6.766%
10 8.145 1025 1030 1033 rBvV 1373319 1145764 27.21% 3.197%

11 9.222 1207 1213 1216 rBV 4037110 4211010 100.00% 11.752%
12 9.610 1275 1279 1282 rBV 728700 623580 14.81% 1.740%
13 9.898 1324 1328 1332 rBV 1330983 1255220 29.81% 3.503%
14 10.322 1397 1400 1403 rVB 65319 48383 1.15% 0.135%
15 10.692 1455 1463 1466 rBV 2212869 2327131 55.26% 6.494%

16 10.792 1477 1480 1490 rBV 76897 80776 1.92% 0.225%
17 11.386 1577 1581 1585 rBV 1439602 1213086 28.81% 3.385%
18 11.598 1613 1617 1625 rBV2 85462 92761 2.20% 0.259%
19 12.422 1753 1757 1761 rBV 95054 95455 2.27% 0.266%
20 12.474 1761 1766 1769 rVB2 82649 71761 1.70% 0.200%

21 12.974 1846 1851 1854 rBV2 3349657 3714675 88.21% 10.367%
22 13.445 1926 1931 1934 rBV 486149 435226 10.34% 1.215%
23 13.857 1997 2001 2009 rBV 288637 323295 7.68% 0.902%
24 14.027 2026 2030 2033 rBV 1013312 902977 21.44% 2.520%

25 14.486 2103 2108 2115 rBV6 25391 46659 1.11% 0.130%

26 15.498 2274 2280 2289 rBV 565664 701438 16.66% 1.958%

27 17.545 2621 2628 2638 rBVS8 17778 50455 1.20% 0.141%
Sum of corrected areas: 35833331
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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:\HPCHEMI\BNA F\DATA\BF100417\

BF099087.D

5 Oct 2017 00:44

SJ/Ju

15589-01

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099087.D

Aca On : 5 Oct 2017 00:44

Operator : SJ/JU

Sample = 15589-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 6

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

2.17 5.26 ng 236051 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 14 (2.169 min): BF099087.D (-9) (-) m/z 73.10 100.00%
73.1
5000 430
55.0 87.1 N
2.20 2.30 2.40 2.50 2.60
Ol prrrprrbbbl e e+ m/z 43.05 37.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 25.38%
29.0 ‘
0 In ‘ ‘ !
W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0 AN AR IR LU A U
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.10 23.21%
29.0
o 97.0 112.0  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R R RAREE R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.28%
5000 43.0
58.0
29.0 8.0
0'I'”“w'”'lw"P"W"”I'”'I”"P"W"”I'”'I”"P"' NS AR IR LU A U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099087.D

Aca On : 5 Oct 2017 00:44

Operator : SJ/JU

Sample = 15589-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.
510 17.68ng 792637  1,4-Dichlorobenzene-da 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 50

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 512 (5.098 min): BF099087.D (-508) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 e
83.0 480 5.00 5.20 5.40
S 1MV RS SN NS SN m/z 59.00 58.44%
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 LINLL I L L I L B L L L LB
59.0 4.80 5.00 520 5.40
0
15.0 101.0 m/z 101.00 21.06%
s1.0 | 83.0
0 ‘ Tl Ly . : . ‘
T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
B e e S BRAE e
570 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.58%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester N BEma e e
59.0 480 5.00 5.20 5.40
m/z 41.10 8.58%
5000 41.0
o T O =Y 1260 1420
LR o RN N N e RN R RAREE SRS e B I b e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099087.D

Aca On : 5 Oct 2017 00:44

Operator : SJ/JU

Sample = 15589-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 83.21 ng 3731040 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 774 (6.640 min): BF099087.D (-768) (-) m/z 132.00 100.00%
13%.0
5000 68.1
—
400 540 | Mgg?o 1150 ‘ 6.40 6.60 6.80 7.00
O e e R L (x e m/z 68.10 36.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i MPPAP P
10 550 %0 70 m/z 134.00  33.69%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 680 7.00
5000 m/z 66.00 23.05%
104.0
ol 140 27.0 390 5.0 660 770 g9, 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon LI L L L N LB B
132.0 6.40 6.60 6.80 7.00
m/z 96.00 14 .61%
5000
66.0
0'w'“w'“w'“w'“'w“'wwww“'w“'w'“w'”v'“w'dl'“" URRBE RS S LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099087.D

Aca On : 5 Oct 2017 00:44

Operator : SJ/JU

Sample = 15589-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.45 9.64 ng 435226 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 97
2 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 59
3 Dodecanamide 199 C12H25N0 001120-16-7 59
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Octanamide 143 C8H17NO 000629-01-6 53

Abundance Scan 1932 (13.451 min): BF099087.D (-1926) (-) m/z 59.00 100.00%

54.0
5000

13.20 13.40 13.60 13.80

98.1
126.1 1540 18419071 238.2 264.2

0 m/z 72.00 67.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LB e e
13. 20 13.40 13.60 13. 80
m/z 55.00 35.18%
29.0 126.0
o Y 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R B EEsnme
13.20 13.40 13.60 13.80
5000 m/z 41.05 26.64%
29.0 100.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60440: Dodecanamide EE AR S
59.0 13.20 13.40 13.60 13.80
m/z 43.00 21.52%
5000
28.0
”w.uw”.w”.q”.w”.w”.w”..”..”..”..”..””,””,”. T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099087.D

Aca On : 5 Oct 2017 00:44

Operator : SJ/JU

Sample = 15589-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 7.16 ng 323295 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 2002 (13.863 min): BF099087.D (-1997) (-) m/z 57.00 100.00%

.

5000
207.0 13.60 13.80 14.00 14.20
(o} m/z 83.05 98.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55,0 83.0

%

5000 LA L L L L L L L
13.60 13.80 14.00 14.20
m/z 55.00 88.58%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
S ) L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
AR RAS T
13.60 13.80 14.00 14.20
5000 111.0 m/z 97.05 86.42%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

-

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
m/z 43.00 86.01%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
RRRRARENRaRANRARs R AR R
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100417\
Data File : BF099087.D

Acq On : 5 Oct 2017 00:44

Operator : SJ/JU

Sample - 15589-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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]
Butane, 2-methoxy... 2.17 5.3 ng 236051 1 6.86 896762 20.0
2-Pentanone, 4-hy... 5.10 17.7 ng 792637 1 6.86 896762 20.0
unknown6 .64 6.64 83.2 ng 3731040 1 6.86 896762 20.0
9-Octadecenamide, ... 13.45 9.6 ng 435226 5 14.03 902977 20.0
1-Heneicosanol 13.86 7.2 ng 323295 5 14.03 902977 20.0
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