LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099297.D

Aca On : 10 Oct 2017 13:20

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 8 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 10 14 22 rVB 35246 48313 1.88% 0.219%
2 5.093 507 511 522 rBV 313481 405057 15.76% 1.840%
3 5.487 574 578 582 rBY 2059663 2201592 85.69% 10.002%
4 6.498 744 750 753 rBVY 2157505 2209258 85.98% 10.037%
5 6.634 769 773 776 rBVY 2442038 2317643 90.20% 10.529%
6 6.863 808 812 816 rBV 736645 598610 23.30% 2.720%
7 7.022 834 839 842 rBVY 1848589 1804627 70.24% 8.199%
8 7.428 903 908 911 rBVY 1462451 1416375 55.13% 6.435%
9 8.145 1025 1030 1033 rBV 924351 803710 31.28% 3.651%
10 9.216 1207 1212 1216 rBvV 2712383 2569357 100.00% 11.673%

11 9.610 1275 1279 1287 rBV 489484 379981 14.79% 1.726%
12 9.898 1323 1328 1332 rBV 1014266 876155 34.10% 3.980%

13 10.316 1397 1399 1403 rVB 40894 30902 1.20% 0.140%
14 10.686 1458 1462 1472 rBV 1379457 1345622 52.37% 6.113%
15 10.786 1476 1479 1488 rVB 46556 54126 2.11% 0.246%
16 11.386 1577 1581 1584 rBV 1084520 892134 34.72% 4._.053%
17 12.598 1784 1787 1791 rVB 89172 71055 2.77% 0.323%
18 12.827 1824 1826 1829 rVB 70952 56331 2.19% 0.256%

19 12.969 1845 1850 1853 rBV 2376060 2358584 91.80% 10.715%
20 13.851 1994 2000 2010 rBV5 78550 154903 6.03% 0.704%

21 13.992 2020 2024 2026 rBV 28818 32210 1.25% 0.146%
22 14.027 2026 2030 2033 rVvVv 825846 793545 30.88% 3.605%
23 14.051 2033 2034 2041 rVB 47185 35700 1.39% 0.162%
24 15.068 2203 2207 2210 rBV2 21074 32495 1.26% 0.148%
25 15.439 2265 2270 2274 rVB 25715 32523 1.27% 0.148%

26 15.498 2275 2280 2291 rVB 398327 490827 19.10% 2.230%

Sum of corrected areas: 22011635
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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\BF101017\

BF099297.D

10 Oct 2017 13:20

SJ/Ju

15651-08

8 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099297.D

Aca On : 10 Oct 2017 13:20

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 13.53 ng 405057 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 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 511 (5.093 min): BF099297.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 —
| 83.0 | 4.80 500 5.20 5.40
Obrrrprrrr el e e m/z 59.00 58.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U S IR
4.80 500 5.20 5.40
59.0 m/z 101.00 21.25%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 1.0 m/z 58.00 16.27%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R
43.0 4.80 500 5.20 5.40
m/z 41.00 9.02%
5000
101.0
150 310 | 80490 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:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099297.D

Aca On : 10 Oct 2017 13:20

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 8 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 unknown6.63 Concentration Rank 1

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

6.63 77.43 ng 2317640 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF099297.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISEBU SRS LRSS LS S
40.1 540 J 6.20 6.40 6.60 6.80 7.00
bt -|-|.'.8,19. R | — m/z 68.10 38.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A UL A I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.39%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.98%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e ERERmE REmmE A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
240 m/z 69.10 14.78%
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099297.D

Aca On : 10 Oct 2017 13:20

Operator : SJ/JU

Sample : 15651-08

Misc :

ALS Vial : 8 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 4 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.90 ng 154903 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 95
Abundance Scan 2000 (13.851 min): BF099297.D (-1994) (-) m/z 57.05 100.00%
57.0
97.0
5000
01 1051 2290 13160 1380 14100 1420
ol e m/z 43.05 80.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55,0
5000 LS SRR SRS B B
Bmmmmmmm
m/z 97.00 76.15%
0 19Q‘ 1h \ “ H \H\ m J h \ 1820 2240 2660
m/z--> 50 60 2éo 360 3%0 460
Abundance
57.0
97.0 U AR S B B
13.60 13.80 14.00 14.20
5000 m/z 55.00 75.56%
0 .%&P.,. T "%4?i)'%8?9 T ?5?({' ?qu L UL WA NMWNﬂNAWMﬁMJKNJMMMMﬁMAAm
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester BN s o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 75.10%
N \/‘W/\VWW
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> §o 160 150 200 2éo 360 3%0 460 1360 1380 1400 1420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101017\
Data File : BF099297.D

Acq On : 10 Oct 2017 13:20

Operator : SJ/JU

Sample - 15651-08

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 5.09 13.5 ng 405057 1 6.86 598610 20.0
unknown6 .63 6.63 77.4 ng 2317640 1 6.86 598610 20.0
1-Heneicosanol 13.85 3.9 ng 154903 5 14.03 793545 20.0
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