LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\

Data File : BF094540.D

Aca On - 20 Apr 2017 13:10

Operator : SJ/MA

3?22'6 i 12744-04 SB-9(18-20)20170418
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:\HPCHEM1I\BNA F\METHODS\8270-BF041717 .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 2.960 167 174 180 rVB 27667 33060 1.07% 0.129%
2 3.913 332 336 346 rVB 486570 522693 16.94% 2.043%
3 4.313 400 404 420 rVB 2352364 2258943 73.22% 8.831%
4 5.390 582 587 590 rBVY 2410441 2372682 76.91% 9.276%
5 5.513 604 608 612 rBY 2568050 2499580 81.02% 9.772%
6 5.766 647 651 654 rBV 723952 693058 22.46% 2.709%
7 5.943 676 681 684 rBY 2107921 1968616 63.81% 7.696%
8 6.413 756 761 764 rBVY 1592512 1513186 49.05% 5.916%
9 7.254 900 904 908 rBV 989759 928323 30.09% 3.629%
10 8.578 1125 1129 1133 rBV 2961317 2956794 95.84% 11.559%

11 9.078 1210 1214 1218 rBV 690612 599403 19.43% 2.343%
12 9.389 1261 1267 1271 rBV2 1099856 1028043 33.32% 4._.019%

13 9.989 1366 1369 1373 rBvV 48375 40346 1.31% 0.158%
14 10.366 1428 1433 1436 rBV 1601322 1639494 53.14% 6.409%
15 10.572 1465 1468 1471 rBV 69975 74787 2.42% 0.292%
16 11.125 1559 1562 1565 rBV 46400 40834 1.32% 0.160%
17 11.207 1572 1576 1580 rBV 1021461 1063344 34.47% 4._.157%
18 11.560 1633 1636 1649 rBV3 48323 74950 2.43% 0.293%

19 13.189 1907 1913 1917 rBV2 2684885 3085191 100.00% 12.061%
20 14.354 2106 2111 2121 rBV 105127 172282 5.58% 0.674%

21 14.454 2124 2128 2133 rVV 910403 1012417 32.82% 3.958%

22 14.513 2133 2138 2142 rVB 39479 51941 1.68% 0.203%

23 15.454 2294 2298 2304 rBV 47709 65727 2.13% 0.257%

24 15.571 2314 2318 2322 rBV 47921 50850 1.65% 0.199%

25 16.077 2400 2404 2413 rVB 675071 764008 24.76% 2.987%

26 16.201 2421 2425 2430 rVB4 22434 31676 1.03% 0.124%

27 16.577 2485 2489 2494 rBV3 25252 37133 1.20% 0.145%
Sum of corrected areas: 25579361
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094540.D

Aca On : 20 Apr 2017 13:10

Operator : SJ/MA

Sample : 12744-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094540.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094540.D

Aca On : 20 Apr 2017 13:10

Operator : SJ/MA

Sample : 12744-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.91 15.08 ng 522693 1,4-Dichlorobenzene-d4 5.77
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 335 (3.907 min): BF094540.D (-332) (-) m/z 43.00 100.00%
a3
59
5000
101 IR SR AR A R
50 | 83 | 3.60 3.80 4.00 4.20
S =1 | A m/z 59.10 59.16%
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
5000 I SRR AN R
3.60 3.80 4.00 4.20
59 101 m/z 101.00 20.11%
2134, 51 ‘ 67 8 g1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 360 380 4.00 4.20
5000 m/z 58.10 15.68%
29 101
15 73 83
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 e EEmman s
50 3.60 3.80 4.00 4.20
m/z 41.10 10.23%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094540.D

Aca On : 20 Apr 2017 13:10

Operator : SJ/MA

Sample : 12744-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.51 Concentration Rank 1

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

5.51 72.13 ng 2499580 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 607 (5.507 min): BF094540.D (-604) (-) m/z 132.00 100.00%
132
5000 68
96 U S IR I U
40 5y 78 06 520 5.40 5.60 5.80
L m/z 68.10 41.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 U S IR I U
520 5.40 5.60 5.80
104 m/z 134.00 31.38%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 520 540 5.60 580
5000 9g 116 m/z 66.00 25.03%
158 189
miz--> 20 40 60 80 100 120 140 160 180 I
Abundance #14144: 5-Fluoro-2-chloropyrimidine A REa R
132 520 5.40 5.60 5.80
m/z 69.10 16.23%
5000
33 44 o 105
T 'J'l"'“'iq"h' P""I"%%SI"' [rTrrrprrrr T U SRS IR I U
m/z--> 20 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094540.D

Aca On : 20 Apr 2017 13:10

Operator : SJ/MA

Sample : 12744-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

14 .35 3.40 ng 172282 Chrysene-di12 14 .46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 n-Heptadecanol-1 256 C17H360 001454-85-9 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2110 (14.348 min): BF094540.D (-2106) (-) m/z 57.05 100.00%

57 83

-

5000 111
3 139 207 14.00 14.20 14.40 14.60
m/z 55.05 95 .54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

-

5000 LA L L L L LB L
14.00 14.20 14.40 14.60
29 m/z 83.00 86.85%
LoL gl 167 196 238 266 294
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
14.00 14.20 14.40 14.60
5000 11 m/z 43.05 86.17%
29 139

167 195 222 250 280 308 336

m@m‘mﬁwﬂmﬁm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #107662: n-Heptadecanol-1 T
14.00 14.20 14.40 14.60

m/z 69.05 78.05%

-

5000

29

-

139 168 210 238
bttt SN L aniad
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042017\
Data File : BF094540.D

Acq On : 20 Apr 2017 13:10

Operator : SJ/MA

Sample : 12744-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.91 15.1 ng 522693 1 5.77 693058 20.0
unknown5.51 5.51 72.1 ng 2499580 1 5.77 693058 20.0
1-Heneicosanol 14.35 3.4 ng 172282 5 14.46 1012420 20.0
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