LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108330.D

Aca On : 21 Aug 2018 11:17

Operator : JU/SJ

Sample = J4500-24

Misc :

ALS Vial : 6 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-BF080818 .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 3.231 147 152 159 rvVvB 67673 95254 1.30% 0.187%
2 5.278 495 500 512 rvB 677622 963101 13.15% 1.892%
3 5.654 559 564 567 rBY 4505996 4848535 66.19% 9.523%
4 6.637 725 731 734 rBVY 4225776 4563291 62.30% 8.962%
5 6.784 750 756 759 rBVY 5235942 5365406 73.25% 10.538%

7.007 790 794 797 rBV 1229539 1060526 14.48% 2.083%
7.166 816 821 824 rBV 4526693 4215046 57 .55% 8.278%
7.572 883 890 893 rBV 3334127 3738247 51.04% 7.342%
8.289 1007 1012 1015 rBV 1297124 1327122 18.12% 2.606%
9.366 1188 1195 1198 rBV 5758107 6443540 87.97% 12.655%

=
QO ~NO®

11 10.048 1306 1311 1315 rBV2 1590197 1539871 21.02% 3.024%
12 10.848 1440 1447 1450 rBV 4230305 4475810 61.11% 8.791%
13 11.548 1560 1566 1569 rBV 1839269 1706096 23.29% 3.351%
14 12.930 1797 1801 1805 rBV 211924 170271 2.32% 0.334%
15 13.136 1829 1836 1839 rBV 6517898 7324639 100.00% 14.386%

16 13.636 1918 1921 1925 rBV 140672 112106 1.53% 0.220%
17 14.201 2012 2017 2020 rBV 1642530 1458370 19.91% 2.864%
18 15.324 2204 2208 2214 rVB 77000 95389 1.30% 0.187%
19 15.754 2274 2281 2291 rVB2 737416 1098315 14.99% 2.157%
20 16.212 2354 2359 2366 rVB2 99436 166793 2.28% 0.328%

21 16.771 2447 2454 2461 rBV 77245 148602 2.03% 0.292%

Sum of corrected areas: 50916330
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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\BF082118\

BF108330.D

21 Aug 2018 11:17

JussJ

J4500-24

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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\BF082118\
Data File : BF108330.D

Aca On : 21 Aug 2018 11:17

Operator : JU/SJ

Sample = J4500-24

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.28 18.16 ng 963101 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 500 (5.278 min): BF108330.D (-495) (-) m/z 43.05 100.00%
43.0
50.1
5000
101.1 AR SAREE LA RAREE AR
5.00 520 5.40 5.60
Y NSO | N .~ N I T, M B oy 2~ TO N T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 R L U I R
410 5.00 520 5.40 5.60
260 101.0 m/z 101.10 16.23%
Obrrrerrrpelt e AL 800 730 8s0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
500 520 540 560
5000 50.0 m/z 58.05 15.07%
15.0 101.0
31.0
0"W'J”I”“H“'”T“"P'”I”"P'”?iq'"”‘”"P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8344: 3-Hexanol, 4-methyl- R i  RRmE A
59.0 5.00 520 5.40 5.60
m/z 41.05 9.48%
5000 41.0
31.0
69.0 870
0 15.0 \‘ SOO\N‘ 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108330.D

Aca On : 21 Aug 2018 11:17

Operator : JU/SJ

Sample = J4500-24

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1

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

6.78 101.18 ng 5365410 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108330.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 UM LU AR I
40.0 541 J 6.40 6.60 6.80 7.00 7.20
0 AR e m/z 68.10 48.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL AL IR R

6.40 6.60 6.80 7.00 7.20
m/z 134.00 32.92%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R ma e
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 32.14%
33.0 105.0
o Mo | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.81%
74.0
116.0
5000 98.0
SIS V| SO I A Y-S Y | Y I
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108330.D

Aca On : 21 Aug 2018 11:17

Operator : JU/SJ

Sample = J4500-24

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.93 2.34 ng 170271 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 46
3 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 35
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 1801 (12.930 min): BF108330.D (-1797) (-) m/z 56.10 100.00%
56.1
5000
129.1 2513
33.1 :
157.1 185.1 213.2 12.60 12.80 13.00 13.20
Obrrerrrrrtlies -!'. 2810 3123 "m/z 57.05 61.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, butyl ester
56.0
5000 USSR RS
2570 12.60 12.80 13.00 13.20
29.0 83.0 D ' m/z 43.05 43.51%
ol L, ||| il .1. 157.0 1850 2130 | | g0 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0
12.60 12,80 13.00 13.20
5000 m/z 41.05 41.78%
239.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 2é0 360 i Lﬁpﬁgx,,_daMN
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester L e AR
56.0 12.60 12.80 13.00 13.20
m/z 55.05 32.91%
5000
29.0
0 “ | 1l i “81\0\\\ 1\12\9 157.0 1850 2130 l 25‘702810 312.0 WMJMW
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108330.D

Aca On : 21 Aug 2018 11:17

Operator : JU/SJ

Sample = J4500-24

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.
16.21 3.04 ng 166793 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Docosane 310 C22H46 000629-97-0 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2359 (16.212 min): BF108330.D (-2354) (-) m/z 57.10 100.00%
57.1
5000
LUUI0 wn 270 oy ass 16150 16,00 16,70 1640 16,60
VYR 9 W 5 O P Pt U - - S - m/z 43.10 61.19%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 R B B BN

15.80 16.00 16.20 16.40 16.60
m/z 71.10 59.04%

99.0
2qo| [ J | 4 }410 183.0 225.0 281.0 337.0 394.0

ol A e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
T
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 40.94%
99.0
0 27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane A e e AR
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 22.73%
5000
99.0
ol270) Il | | |, 1410 1830 2250 267.0 3100
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40 16. 60

8270-BF080818.M Wed Aug 22 16:16:00 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108330.D

Aca On : 21 Aug 2018 11:17

Operator : JU/SJ

Sample = J4500-24

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.71 ng 148602 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2454 (16.771 min): BF108330.D (-2447) (-) m/z 57.05 100.00%

57.0
5000

1.0 16.40 16.60 16.80 17.00
211.1 267.1 355 1 ; - - -
bk ...1,.'.1..-,1....',....,.... R m/z 43.10 63.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L L B
16.40 16.60 16.80 17.00
m/z 71.10 55.91%
0 130 1690 225.0 295.0 367.0
rH A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl-
57.0
R N R N mEEEE
16.40 16.60 16.80 17.00
5000 m/z 85.05 49 .65%
13.0
o |, 169.0 2250 281.0 337.0 393.0
A i B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R e .
57.0 16.40 16.60 16.80 17.00
m/z 55.05 24 _.86%
- WMMN“M*NMMw/LWVWNMMAJMWﬂ
13. O
0 169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
P T A e T e T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16 40 16. 60 16. 80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108330.D

Acq On : 21 Aug 2018 11:17

Operator : JU/SJ

Sample - J4500-24

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
2-Pentanone, 4-hy... 5.28 18.2 ng 963101 1 7.01 1060530 20.0
unknown6.78 6.78 101.2 ng 5365410 1 7.01 1060530 20.0
Hexadecanoic acid... 12.93 2.3 ng 170271 5 14.20 1458370 20.0
Octacosane 16.21 3.0 ng 166793 6 15.75 1098320 20.0
Hexacosane 16.77 2.7 ng 148602 6 15.75 1098320 20.0
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