LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101079.D

Aca On : 1 Dec 2017 22:26 Instrument :
Operator : SJ/JU BNA_F

Sample - 16659-01 ClientSampleld :
Misc - TRANSFORMER-1-2
ALS Vial : 25 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 5.081 506 509 518 rBV 54446 75502 5.54% 0.674%
2 5.469 570 575 578 rBVY 1308901 1285306 94.38% 11.479%
3 6.481 742 747 757 rBVY 1176830 1354494 99.46% 12.097%
4 6.622 766 771 774 rBV 1407887 1361891 100.00% 12.163%
5 6.845 806 809 813 rBV 367233 287102 21.08% 2.564%
6 7.004 832 836 839 rBVY 1206493 996652 73.18% 8.901%
7 7.416 900 906 909 rBV 831767 811081 59.56% 7.244%
8 8.128 1023 1027 1030 rBV 480603 377211 27.70% 3.369%
9 9.204 1205 1210 1213 rBV 1643269 1355534 99.53% 12.106%
10 9.598 1273 1277 1280 rBV 179062 155116 11.39% 1.385%
11 9.804 1306 1312 1315 rBB 22198 16769 1.23% 0.150%
12 9.886 1322 1326 1329 rBV 458448 398873 29.29% 3.562%
13 10.304 1395 1397 1400 rVB 29910 20989 1.54% 0.187%
14 10.674 1456 1460 1463 rBV 756693 654257 48.04% 5.843%
15 10.780 1475 1478 1482 rBV 27147 33443 2.46% 0.299%
16 11.227 1551 1554 1556 rBvV 20250 15875 1.17% 0.142%

17 11.374 1575 1579 1581 rBV 396134 351343 25.80% 3.138%
18 12.957 1844 1848 1851 rBV 1121895 942283 69.19% 8.416%
19 13.839 1995 1998 2009 rBV 98586 118214 8.68% 1.056%
20 14.015 2024 2028 2031 rBV 344569 292139 21.45% 2.609%

21 15.486 2273 2278 2285 rBV 219891 266437 19.56% 2.380%
22 15.980 2357 2362 2368 rBV5 12660 26410 1.94% 0.236%

Sum of corrected areas: 11196921
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

BF101079.D

1 Dec 2017 22:26

SJ3/JU

16659-01 TRANSFORMER-1-2
25 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101079.D

Aca On : 1 Dec 2017 22:26

Operator : SJ/JU

a?ggle i 16659-01 TRANSFORMER-1-2
ALS Vial : 25 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.

5.08 5.26 ng 75502 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 509 (5.081 min): BF101079.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
1010 III|"ll|llll|llll|llll
| 83.0 480 5.00 5.20 5.40
o) SR SISOV | S MM S m/z 59.10 56.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI R R LS UL
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 19.71%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.26%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- R e R
43.0 480 5.00 5.20 5.40
m/z 41.00 9.43%
5000
0 20 | 550 830 980
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101079.D

Aca On : 1 Dec 2017 22:26

Operator : SJ/JU

a?ggle i 16659-01 TRANSFORMER-1-2
ALS Vial : 25 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 unknown6.62 Concentration Rank 1

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

6.62 94 .87 ng 1361890 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF101079.D (-766) (-) m/z 132.00 100.00%
132.0
5000 681
01 510 || 7m0 % im0 550 ko 560 680 700
O et el 80 L300 L~ Tm/z 68.10 35.87%
m/z--> 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 N
5000 R R UL LR
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.12%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 22.89%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene T BEaa )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.63%
5000
63.0 81.0
o310 500 | 9201010 1120 |
s B e o e 3 e 1 ik o | ek ok kb ok i
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101079.D

Aca On : 1 Dec 2017 22:26

Operator : SJ/JU

a?ggle i 16659-01 TRANSFORMER-1-2
ALS Vial : 25 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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.09 ng 118214 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1998 (13.839 min): BF101079.D (-1995) (-) m/z 57.05 100.00%
5%.0 83.1
5000 111.1
139.1 208.1 13.60 13.80 14.00 14.20
0 m/z 55.05 95.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester

5000 LIRS
13.60 13.80 14.00 14.20
m/z 43.05 95.37%
0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
97.0 B R e e o e e e
' 13.60 13.80 14.00 14.20
5000 m/z 83.10 87.03%
29.0 125.0

0 154.0  196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester

-

13.60 13.80 14.00 14.20
m/z 97.10  77.44%

5000

39.0 167.0  210.0 238.0263.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

-
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\

Data File : BF101079.D

Acq On : 1 Dec 2017 22:26

Operator : SJ/JU

a?ggle i 16659-01 TRANSFORMER-1-2
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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 5.3 ng 75502 1 6.85 287102 20.0
unknown6 .62 6.62 94.9 ng 1361890 1 6.85 287102 20.0
Trichloroacetic a... 13.84 8.1 ng 118214 5 14.02 292139 20.0
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