LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\

Data File : BF097092.D

Aca On : 26 Jul 2017 23:05 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : 14402-01 ROLL-OFFS-COMP

ALS Vial : 13 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-BF072517.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 4.646 466 469 480 rBV 194411 314759 10.48% 1.345%
2 5.098 542 546 565 rBY 2510604 2683753 89.35% 11.471%
3 6.157 721 726 729 rBVY 2353596 2642264 87.97% 11.294%
4 6.269 740 745 748 rBVY 2764226 2544810 84.73% 10.877%
5 6.492 780 783 790 rBV 676267 592107 19.71% 2.531%

6.651 806 810 820 rBV 2329676 2054464 68.40% 8.781%
7.063 875 880 883 rBV 1737315 1648560 54.89% 7.046%
7.775 997 1001 1006 rBV 898360 808023 26.90% 3.454%
33601 32755 1.09% 0.140%
8.857 1180 1185 1188 rBV 2938675 3003544 100.00% 12.838%
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11 9.257 1249 1253 1258 rVB 158231 132471 4.41% 0.566%
12 9.522 1294 1298 1305 rVB2 914730 810223 26.98% 3.463%

13 9.981 1373 1376 1379 rVB 46715 38469 1.28% 0.164%
14 10.310 1428 1432 1442 rBV 1649177 1565817 52.13% 6.693%
15 10.451 1453 1456 1464 rBV 63810 78011 2.60% 0.333%
16 10.892 1527 1531 1534 rBV 47358 52357 1.74% 0.224%
17 10.998 1545 1549 1553 rBV 955391 836888 27.86% 3.577%
18 11.551 1640 1643 1650 rBV2 45221 49779 1.66% 0.213%

19 12.586 1814 1819 1822 rBV 2211812 2294360 76.39% 9.807%
20 13.492 1969 1973 1983 rVB2 96713 121906 4._.06% 0.521%

21 13.621 1991 1995 2006 rVB 637312 600783 20.00% 2.568%
22 14.968 2220 2224 2231 rBV 416372 489979 16.31% 2.094%

Sum of corrected areas: 23396082
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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\BFO072617\

BF097092.D

26 Jul 2017 23:05

SJ/JU

14402-01 ROLL-OFFS-COMP
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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:\HPCHEM1I\BNA F\DATA\BF072617\

Data File : BF097092.D

Aca On : 26 Jul 2017 23:05

Operator : SJ/JU

ﬁ?ggle i 14402-01 ROLL-OFFS-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4._.65 10.63 ng 314759 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 470 (4.651 min): BF097092.D (-466) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T T T T
4.40 4.60 4.80 5.00
el 900 L 830 | Tw/z 59.00 52.33%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I U L R L
4.40 4.60 4.80 5.00
59.0 1010 m/z 58.00 14 .55%
21.0 350 | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 460 480 5.00
5000 41.0 m/z 101.10 14 .52%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol LI B e
59.0 4.40 4.60 4.80 5.00
m/z 41.00 8.67%
5000 310 430 730
\‘\‘ “\ 1L 510 \‘ : 840 1010
m/z--> 1'0 ' ' 4'0 5'0 ' 7'0 8|0 9'0 1(')0 11'0 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072617\

Data File : BF097092.D

Aca On : 26 Jul 2017 23:05

Operator : SJ/JU

ﬁ?ggle i 14402-01 ROLL-OFFS-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.27 Concentration Rank 1

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

6.27 85.96 ng 2544810 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.269 min): BF097092.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBENAREE SRS RSN S
401 540 | 6.00 6.20 6.40 6.60
..,....,....,...:,“.'..:,!!..,::.-.|,..'..,f.‘?;?,..!.,.’r.p.?-,o....,....,"...,.. m/z 68.10 40.29%
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 N
5000 U R L I R
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.86%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 6.0 6.40 6.60
5000 m/z 66.00 25.62%
104.0
140 270 300 510 600770 g9, 115.0
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal I R o e B
132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.77%
5000 67.0
41.0 97.0
53.0
117.0
'W'”W'”W'”W'”W'”W'“W'Zi?”ﬂ'“ﬂ'“'P”'P”'l”"' IREBERARSE SRS LRSS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072617\

Data File : BF097092.D

Aca On : 26 Jul 2017 23:05

Operator : SJ/JU

ﬁ?ggle i 14402-01 ROLL-OFFS-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 4_.06 ng 121906 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 1973 (13.492 min): BF097092.D (-1969) (-) m/z 57.10 100.00%

57.1

83.1

5000

%

13.20 13.40 13.60 13.80
m/z 55.00 93.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95987: 1-Hexadecanol

55.0 83.0

:

5000 SN Sttt ans
1110 13.20 13.40 13.60 13.80

m/z 43.00 85.92%

140.0 168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
R R REREEEEEEE RS
13.20 13.40 13.60 13.80
5000 1110 m/z 83.10 78.47%
29.0

139.0 1680  210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene

-

13.20 13.40 13.60 13.80
m/z 69.05 65.19%

5000

125.0

:

153.0 181.0 308.0
R EREEEE REE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072617\

Data File : BF097092.D

Acq On : 26 Jul 2017 23:05

Operator : SJ/JU

ﬁ?ggle i 14402-01 ROLL-OFFS-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.65 10.6 ng 314759 1 6.49 592107 20.0
unknown6 .27 6.27 86.0 ng 2544810 1 6.49 592107 20.0
1-Hexadecanol 13.49 4.1 ng 121906 5 13.62 600783 20.0

8270-BF072517_.M Thu Jul 27 14:00:00 2017 Page: 6



