LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113017\
Data File : BF101036.D

Aca On : 30 Nov 2017 23:46

Operator : SJ/JU

Sample : 16639-01

Misc :

ALS Vial : 17 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-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 4.463 401 404 413 rVB 14887 18538 1.56% 0.187%
2 5.087 506 510 519 rBV 64972 81754 6.88% 0.824%
3 5.481 572 577 580 rBY 1162000 1131751 95.19% 11.412%
4 6.486 743 748 756 rBVY 1078508 1185270 99.69% 11.951%
5 6.628 767 772 775 rBV 1324395 1188963 100.00% 11.989%
6 6.851 807 810 814 rBV 371568 320768 26.98% 3.234%
7 7.010 833 837 840 rBVY 1115748 906772 76.27% 9.143%
8 7.422 902 907 910 rBV 715884 695360 58.48% 7.011%
9 8.133 1024 1028 1032 rBV 484057 404672 34.04% 4 .080%
10 9.210 1207 1211 1214 rBV 1475632 1174546 98.79% 11.843%
11 9.604 1274 1278 1281 rBV 51713 43627 3.67% 0.440%
12 9.810 1309 1313 1318 rBV 16578 16632 1.40% 0.168%

13 9.892 1323 1327 1333 rVB 460503 377687 31.77% 3.808%
14 10.680 1458 1461 1468 rVB 658533 540998 45.50% 5.455%

15 10.786 1476 1479 1488 rVB 16138 19666 1.65% 0.198%
16 11.380 1576 1580 1583 rBV 373826 300175 25.25% 3.027%
17 11.898 1663 1668 1671 rBV 19163 19849 1.67% 0.200%
18 12.963 1845 1849 1852 rBV 936540 801738 67.43% 8.084%
19 13.845 1997 1999 2007 rVB 87079 94628 7.96% 0.954%

20 14.021 2025 2029 2032 rBV 371136 337432 28.38% 3.402%
21 14.486 2104 2108 2114 rBV7 8673 16833 1.42% 0.170%
22 15.498 2275 2280 2285 rBV 193177 239764 20.17% 2.418%

Sum of corrected areas: 9917423
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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\BF113017\

BF101036.D

30 Nov 2017 23:46

SJ/Ju

16639-01

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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\BF113017\
Data File : BF101036.D

Aca On : 30 Nov 2017 23:46

Operator : SJ/JU

Sample : 16639-01

Misc :

ALS Vial : 17 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 unknown5.09 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
" 5.09 5.10ng 81754  1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42

000540-88-5 39
000930-56-3 9

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 511 (5.092 min): BF101036.D (-506) (-) m/z 43.00 100.00%

43.0
5000 591
101.1 R e R R
| 83.0 | 4.80 5.00 5.20 5.40
0.”,..”,..”,.”.T:h.,.ﬁn,”..,”..,d..,”.:“...“ m/z 59.10 51.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L LB LB
59.0 4.80 500 520 5.40
m/z 101.10 21.10%
3]‘.0 | 83.0 93010.?.0
L L ORI L_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R EEE S RN REmmas
570 4.80 5.00 520 5.40
5000 m/z 58.10 13.22%
20.0 101.0
150 73.0 83.0
Ol T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- e e
43.0 480 5.00 5.20 5.40
55.0 m/z 41.00 7.65%
5000
27.0 83.0
15 0
‘ ‘ ‘\ | ‘\ ! 65.0 98.0 A
0...“...,”..,.”.,...w....“...,.”.,...w....“...,. g o
m/z--> 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 : BF101036.D

Aca On : 30 Nov 2017 23:46

Operator : SJ/JU

Sample : 16639-01

Misc :

ALS Vial : 17 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 2 unknown6.63 Concentration Rank 1

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

6.63 74.13 ng 1188960 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF101036.D (-767) (-) m/z 132.00 100.00%
13%.0
5000 68.1
010 || B J 520 om0 Gbo 680 700
0 o A S m/z 68.10 36.49Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i AP R s v
410 o . m/z 134.00 32.55%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 98.0 116.0 m/z 66.00 23.05%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene e ERARmy pEmmE A S
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.62%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
miz-> 40 60 8 100 120 140 160 180 | | 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101036.D

Aca On : 30 Nov 2017 23:46

Operator : SJ/JU

Sample : 16639-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method

Quant Ti

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

tle ; 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 4 Trifluoroacetoxy hexadecane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.84 5.61 ng 94628 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
Abundance . Scan 1998 (13.839 min): BF101036.D (-1997) (-) m/z 57.10 100.00%
5t 97.1
5000
125.0 it b
149.0 207.0 13.60 13.80 14.00 14.20
0 m/z 43.10 98.39Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LN B BRI B B

0!

125.0

154.0  196.0 224.0 269.0

320.0

T T T T
13.60 13.80 14.00 14.20

m/z 55.05 92 .89%

-

13.60 13.80 14.00 14.20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
5000 111.0
29.0
o 1390 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester
5000
125.0
0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

m/z 69.05 89.31%

-

13.60 13.80 14.00 14.20

m/z 97.10 80.04%

-

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 : BF101036.D

Acq On : 30 Nov 2017 23:46

Operator : SJ/JU

Sample : 16639-01

Misc :

ALS Vial : 17 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]
unknown5.09 5.09 5.1 ng 81754 1 6.85 320768 20.0
unknown6 .63 6.63 74.1 ng 1188960 1 6.85 320768 20.0
Trifluoroacetoxy ... 13.84 5.6 ng 94628 5 14.02 337432 20.0
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