LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098784.D

Aca On : 25 Sep 2017 15:36

Operator : SJ/JU

3?22'6 i 15364-04 SASP2P-ENV-125-17(5-10
ALS Vial : 13 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 2.216 19 22 48 rVB4 138340 470209 16.14% 1.885%
2 5.140 516 519 531 rVB 393839 459784 15.78% 1.843%
3 5.534 581 586 589 rBY 2788496 2624879 90.09% 10.522%
4 6.539 751 757 760 rBVY 2657003 2673559 91.76% 10.717%
5 6.681 777 781 785 rBVY 2687282 2709018 92.97% 10.859%
6 6.916 817 821 824 rBVY 1158318 877500 30.12% 3.518%
7 7.075 843 848 851 rBVY 2251241 2098094 72.01% 8.410%
8 7.475 911 916 919 rBVY 1806891 1577234 54.13% 6.323%
9 8.198 1035 1039 1042 rBV 1422008 1154048 39.61% 4.626%
10 9.269 1216 1221 1225 rBV 3168557 2913741 100.00% 11.680%

11 9.657 1284 1287 1291 rBV 250739 219082 7.52% 0.878%
12 9.951 1333 1337 1341 rVB 1240064 1116260 38.31% 4_475%

13 10.374 1406 1409 1412 rVB 49378 36546 1.25% 0.146%
14 10.739 1467 1471 1474 rBV 1519195 1224929 42.04% 4.910%
15 10.845 1486 1489 1494 rBV 57596 56225 1.93% 0.225%

16 11.439 1586 1590 1593 rBV 1139641 912793 31.33% 3.659%
17 11.951 1674 1677 1682 rBV 36623 34311 1.18% 0.138%
18 13.021 1855 1859 1863 rBV 2262714 1995079 68.47% 7.998%
19 13.904 2006 2009 2016 rBV 118138 114427 3.93% 0.459%
20 14.080 2035 2039 2042 rBvV 849448 784083 26.91% 3.143%

21 14.698 2141 2144 2148 rBV 54382 47920 1.64% 0.192%

22 14.927 2180 2183 2187 rVB 43131 42334 1.45% 0.170%

23 15.192 2226 2228 2231 rBV 32502 31582 1.08% 0.127%

24 15.568 2287 2292 2300 rVB 507905 692911 23.78% 2.778%

25 16.033 2367 2371 2376 rBV2 54642 79643 2.73% 0.319%
Sum of corrected areas: 24946191
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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\BF092517\

BF098784.D

25 Sep 2017 15:36

SJ/Ju

15364-04

13 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF098784.D
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14.7014.93 15.19 16.03

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098784.D

Aca On : 25 Sep 2017 15:36

Operator : SJ/JU

Sample : 15364-04

Misc :

ALS Vial : 13 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 3

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

2.22 10.72 ng 470209 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 43
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 23 (2.222 min): BF098784.D (-19) (-) m/z 73.05 100.00%
73.0
5000 ¥
43.0
55.0 87.0
| | 2.20 2.30 2.40 2.50 2.60
e prrer e i st e e || M7z 43.00 33. 44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LR IUNRAN IURURE UG IUAAAE RARRE
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 25.23%
29.0
'w"“|'““““"m"w"“|'“'|”"w"w"“l'“'l“"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
55.0 2.20 2.30 2.40 2.50 2.60
5000 43.0 m/z 87.00 22.34%
27.0
15.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
55.0 73.0 2.20 2.30 2.40 2.50 2.60
m/z 45.00 14 _.37%
5000
43.0
‘3‘1‘.0 AN I . 830 970 115.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 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\BF092517\
Data File : BF098784.D

Aca On : 25 Sep 2017 15:36

Operator : SJ/JU

Sample : 15364-04

Misc :

ALS Vial : 13 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 4

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

5.14 10.48 ng 459784 1,4-Dichlorobenzene-d4 6.92
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.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 519 (5.140 min): BF098784.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 B SRR SUARE REE R
83.0 4.80 5.00 5.20 5.40
e e e e e e e e e m/z 59.00 55.99%
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 L L RS UL L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.18%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 16.78%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LI LN L L L LR |
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.21%
5000
58.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098784.D

Aca On : 25 Sep 2017 15:36

Operator : SJ/JU

Sample : 15364-04

Misc :

ALS Vial : 13 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 unknown6.68 Concentration Rank 1

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

6.68 61.74 ng 2709020 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 781 (6.681 min): BF098784.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL A R R
401 540 6.40 6.60 6.80 7.00
S T e N X B NI C 2 T [ N m/z 68.10 39.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 BN SR A
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.13%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.06%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L N B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.92%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
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\BF092517\
Data File : BF098784.D

Aca On : 25 Sep 2017 15:36

Operator : SJ/JU

Sample : 15364-04

Misc :

ALS Vial : 13 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.92 ng 114427 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 2008 (13.898 min): BF098784.D (-2006) (-) m/z 55.00 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 57.00 92.53%

193.0

149.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55.0 83.0

-

5000 LA L L L L L L L L LB
13.60 13.80 14.00 14.20
m/z 43.00 81.77%
29.0 139.0
I ~ 167.0 196.0  238.0 266.0 294.0
R aRARa LinL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 83.0
R RS
13.60 13.80 14.00 14.20
5000 m/z 83.10 79.93%
111.0
18.0 139.0 168.0 196.0  238.0 266.0
wﬂmmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane A o
57.0 13.60 13.80 14.00 14.20
m/z 69.05 75.74%
97.0
5000
29.0
Ll 196.0 224.0 269.0 320.0
EaRARaE LunL R RRARE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098784.D

Aca On : 25 Sep 2017 15:36

Operator : SJ/JU

Sample : 15364-04

Misc :

ALS Vial : 13 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.03 2.30 ng 79643 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2371 (16.033 min): BF098784.D (-2367) (-) m/z 57.05 100.00%

57.0
5000 85.1

327.0355.1 15.80 16.00 16.20 16.40
m/z 71.10 56.06%

153.0 207.0 239.1

281.1

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA B L L L L L L
15.80 16.00 16.20 16.40
m/z 43.00 50.54%
29.0 113.0
\‘ il ‘\ “\ I h‘ H‘ ‘\14%0\16‘90197022502530 296.0
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R N EEEE S s E R
15.80 16.00 16.20 16.40
5000 m/z 85.10 48.98%
85.0
290 113.0
"~141.0169.0197.0225.0253.0281.0309.0 338.0
T L A e e e e L e e e I B SR AR e
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane e RARREEE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.05%
5000 85.0
29.0
0 L)) MP0141.0160.0197.0225 02540
— et e R N EEEE S s E R
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF092517\
BF098784.D

25

Sep 2017 15:36

SJ/JU
15364-04

13

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

TIC Top Hit name

unknown6.68
1-Heneicosanol
Heneilcosane

8270-BF092317.M Tue Sep 26 14:22:01 2017

2.22 10.7 ng

5.14 10.5 ng
6.68 61.7 ng
13.90 2.9 ng
16.03 2.3 ng

RT EstConc Units Response

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

470209
459784
2709020
114427
79643

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

877500 20.0
877500
877500 20.0
784083 20.0
692911 20.0
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