LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099554.D

Aca On : 16 Oct 2017 19:59

Operator : SJ/JU

Sample : 15782-02

Misc :

ALS Vial : 7 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 4.469 402 405 420 rBV 19052 32228 1.04% 0.126%
2 5.081 505 509 529 rBV 382630 576110 18.58% 2.247%
3 5.475 572 576 592 rBVY 2523186 2824777 91.11% 11.016%
4 6.487 742 748 764 rBVY 2459671 2958914 95.44% 11.539%
5 6.616 766 770 774 rBVY 2723030 2862533 92.33% 11.163%

6.845 805 809 816 rBvV 699996 627605 20.24% 2.447%
6.998 831 835 839 rBV 2319989 2237201 72.16% 8.724%
7.410 900 905 908 rBV 1636131 1812543 58.46% 7.068%
8.122 1022 1026 1030 rBV 912141 872508 28.14% 3.403%
8.681 1118 1121 1125 rBV 41526 33016 1.06% 0.129%

=
QO ~NO®

11 9.204 1204 1210 1213 rBV 2968329 3100424 100.00% 12.091%
12 9.592 1272 1276 1285 rBV 740999 600410 19.37% 2.341%
13 9.881 1321 1325 1329 rBV2 1110611 939418 30.30% 3.663%
14 10.592 1443 1446 1450 rBV 101235 84164 2.71% 0.328%
15 10.675 1455 1460 1463 rBV 1716115 1619013 52.22% 6.314%

16 11.369 1574 1578 1582 rBV 1001070 848953 27.38% 3.311%
17 12.951 1843 1847 1851 rBV 2169566 2197053 70.86% 8.568%
18 13.833 1993 1997 2006 rBV 42020 59706 1.93% 0.233%
19 14.016 2024 2028 2036 rBV 595126 573000 18.48% 2.235%
20 15.486 2272 2278 2287 rBV 461652 599086 19.32% 2.336%

21 15.898 2344 2348 2355 rVB2 31263 47167 1.52% 0.184%

22 16.398 2429 2433 2441 rVB2 32091 54646 1.76% 0.213%

23 16.980 2527 2532 2540 rBV4 22823 49255 1.59% 0.192%

24 17.674 2644 2650 2656 rVB4 14808 33071 1.07% 0.129%
Sum of corrected areas: 25642801
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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\BF101617\

BF099554.D

16 Oct 2017 19:59

SJ/Ju

15782-02

7 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\BF101617\
Data File : BF099554.D

Aca On : 16 Oct 2017 19:59

Operator : SJ/JU

Sample : 15782-02

Misc :

ALS Vial : 7 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.
508 18.36ng 576110  1,4-Dichlorobenzene-da 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 23

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 509 (5.081 min): BF099554.D (-505) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 R R e R
| 83.0 4.80 5.00 5.20 5.40
N AR A U m/z 59.00 60.30%
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 LA L L L L L L LB
4.80 5.00 5.20 5.40
59.0 m/z 101.00 22.38%
101.0
27\9\ L . ‘ 70.0 83'0 ,
Ol T e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
L o I L N S
480 5.00 5.20 5.40
57.0
5000 m/z 58.00 16.98%
20.0 101.0
ol 120 73.0 85.0
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 A R R
59.0 480 5.00 5.20 5.40
m/z 41.10 8.81%
5000 41.0
o Wl 730 1260 1450
rrr e e e e e e e e L e A o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099554.D

Aca On : 16 Oct 2017 19:59

Operator : SJ/JU

Sample : 15782-02

Misc :

ALS Vial : 7 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 unknown6.62 Concentration Rank 1

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

6.62 91.22 ng 2862530 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF099554.D (-766) (-) m/z 131.95 100.00%
131.9
5000
68.1
96.0 RS RAREE AR SARRENAE
401 540 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,':...,.:..,..I-.'...'..,f.‘?.?,..!.,.’rﬂ?,o....,...., b | "m/z 134.00 34.53%
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
5000 SR R UL R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 34 .32%
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 67.0 m/z 66.00 20.96%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole [T T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.80%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

8270-BF092317.M Tue Oct 17 15:52:47 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099554.D

Aca On : 16 Oct 2017 19:59

Operator : SJ/JU

Sample : 15782-02

Misc :

ALS Vial : 7 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 Behenic alcohol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.83 2.08 ng 59706 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 1996 (13.827 min): BF099554.D (-1993) (-) m/z 57.10 100.00%
57.1
97.0
5000
25.1 ialiid
206.9 13.60 13.80 14.00 14.20
ot e m/z 55.00 90.25%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
43.0 83.0
5000 111.0 LN L B L
13.60 13.80 14.00 14.20
m/z 83.10 90.06%
oo Ly 00 20 sano  moweo
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 197.0
13.60 13.80 14.00 14.20
5000 m/z 69.00 78.75%
139.0
27,0 168.0 210.0238.0 278.0308.0337.0
I B e o e o T L B e R I B e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0 13.60 13.80 14.00 14.20
m/z 43.05 66.30%
5000
39.0
27,0] | J I 4 ) 1680 209.0238.0 278.0308.0 348.0378.0
et e e et e e R N R A EEEEsmas
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
Data File : BF099554.D

Acq On : 16 Oct 2017 19:59

Operator : SJ/JU

Sample : 15782-02

Misc :

ALS Vial : 7 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... 5.08 18.4 ng 576110 1 6.85 627605 20.0
unknown6 .62 6.62 91.2 ng 2862530 1 6.85 627605 20.0
Behenic alcohol 13.83 2.1 ng 59706 5 14.02 573000 20.0
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