LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113017\
Data File : BF101042.D

Aca On : 1 Dec 2017 2:27

Operator : SJ/JU

Sample : 16641-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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 5.098 508 512 524 rBB 69158 108628 5.92% 0.775%
2 5.487 572 578 581 rBVY 1448968 1618178 88.21% 11.546%
3 6.492 743 749 763 rBVY 1362762 1735338 94.59% 12.382%
4 6.628 767 772 775 rBVY 1722230 1691327 92.19% 12.068%
5 6.851 807 810 814 rBV 397232 351757 19.17% 2.510%
6 7.010 833 837 841 rBY 1388904 1319701 71.94% 9.416%
7 7.422 902 907 910 rBVY 1000250 1015453 55.35% 7.245%
8 8.133 1024 1028 1032 rBV 499849 447339 24.38% 3.192%
9 9.216 1206 1212 1215 rBV 1940907 1834526 100.00% 13.090%
10 9.604 1274 1278 1280 rBV 78082 65731 3.58% 0.469%
11 9.810 1309 1313 1317 rBvV2 21179 18712 1.02% 0.134%
12 9.892 1323 1327 1331 rBV 555822 449203 24.49% 3.205%
13 10.686 1457 1462 1465 rBvV 929337 886426 48.32% 6.325%
14 10.786 1476 1479 1483 rBV 17057 19323 1.05% 0.138%
15 11.380 1576 1580 1583 rBvV 462016 375915 20.49% 2.682%
16 11.898 1664 1668 1671 rBvV2 32129 28703 1.56% 0.205%
17 12.963 1845 1849 1853 rBY 1311184 1260723 68.72% 8.995%
18 13.845 1996 1999 2010 rVB 123625 131859 7.19% 0.941%
19 14.021 2025 2029 2033 rBv 397166 344391 18.77% 2.457%
20 14.857 2167 2171 2174 rVB 18187 22762 1.24% 0.162%
21 15.498 2275 2280 2286 rBV 222263 265351 14.46% 1.893%
22 15.986 2359 2363 2368 rBV6 15363 23711 1.29% 0.169%

Sum of corrected areas: 14015057
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF113017\

BF101042.D

1 Dec 2017 2:27

SJ/JuU

16641-05

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.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\BF113017\
Data File : BF101042.D

Aca On : 1 Dec 2017 2:27

Operator : SJ/JU

Sample : 16641-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 4

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

5.10 6.18 ng 108628 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 512 (5.098 min): BF101042.D (-508) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R S B mal
| 83.0 480 5.00 5.20 5.40
o} A 1| SRSV | P chc M N m/z 59.10 57.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "Ik b sk 5o
0
150 a0 1010 m/z 101.00 21.41%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 13.61%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— AL B L N N N B
43.0 480 5.00 5.20 5.40
m/z 41.10 9.82%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁl"wéﬁ?w"'h"'VQQQw"'i“"l' HRDE A LR UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101042.D

Aca On : 1 Dec 2017 2:27

Operator : SJ/JU

Sample : 16641-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 2 unknown6.63 Concentration Rank 1

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

6.63 96.16 ng 1691330 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 772 (6.628 min): BF101042.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 50 || g0 oro 520 oM Gbo 680 700
o N A N .- B £ IR | N m/z 68.10 40.57%
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 R
5000 I LRI I IR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.74%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.18%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e RERmE R EmmE AR
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.31%
117.0
5000
39.0 910
o | S0 @omo | wso || |
0|||||||||‘|||||||||‘|‘||||l|||||||||||||| |‘|‘|||||l|||l‘ AR e L N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101042.D

Aca On : 1 Dec 2017 2:27

Operator : SJ/JU

Sample : 16641-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 7.66 ng 131859 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1998 (13.839 min): BF101042.D (-1996) (-) m/z 57.05 100.00%
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8
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m/z 55.05  87.99%

04
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Abundance #155046: 1-Heneicosanol
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%
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Abundance #131391: n-Nonadecanol-1 P e e e e
55.0 13.60 13.80 14.00 14.20
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5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF113017\
Data File : BF101042.D

Acq On : 1 Dec 2017 2:27

Operator : SJ/JU

Sample : 16641-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.10 6.2 ng 108628 1 6.86 351757 20.0
unknown6 .63 6.63 96.2 ng 1691330 1 6.86 351757 20.0
1-Heneicosanol 13.84 7.7 ng 131859 5 14.02 344391 20.0
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