LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF092817\
Data File : BF098906.D
Aca On : 28 Sep 2017 14:09 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22Ie - 15433-01 FK-BPM-01-G7-G8-G9-G10
ALS Vial : 9 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 2.205 17 20 32 rvB 85594 145763 4_.01% 0.473%
2 5.146 516 520 534 rVB 461149 629863 17.34% 2.045%
3 5.534 581 586 589 rBY 3102755 3312437 91.21% 10.756%
4 6.540 751 757 760 rBVY 2958122 3423701 94.28% 11.118%
5 6.687 777 782 785 rBVY 3469251 3374874 92.93% 10.959%

6.916 817 821 824 rBV 967449 785719 21.64% 2.551%
7.075 843 848 851 rBV 2501011 2440025 67.19% 7.923%
7.475 911 916 919 rBV 2108635 2157358 59.41% 7.005%
8.198 1035 1039 1042 rBV 1167986 1040919 28.66% 3.380%
9.269 1216 1221 1225 rBV 3669966 3631543 100.00% 11.793%

=
QO ~NO®

11 9.663 1283 1288 1291 rBV 715491 621594 17.12% 2.018%
12 9.951 1333 1337 1341 rBV2 1336780 1128938 31.09% 3.666%

13 10.375 1406 1409 1412 rVB 58025 46144 1.27% 0.150%
14 10.745 1467 1472 1475 rBV 2096508 2139289 58.91% 6.947%
15 10.845 1486 1489 1498 rBV 72949 72192 1.99% 0.234%
16 11.439 1586 1590 1593 rBV 1354267 1103373 30.38% 3.583%
17 11.951 1674 1677 1683 rBV 93484 88296 2.43% 0.287%
18 12.698 1801 1804 1808 rVB 49410 36605 1.01% 0.119%

19 13.027 1855 1860 1863 rBV 3200612 3141066 86.49% 10.200%
20 13.904 2006 2009 2017 rBV 112903 126078 3.47% 0.409%

21 14.074 2035 2038 2042 rBV 766429 690491 19.01% 2.242%
22 15.568 2286 2292 2300 rVB 511765 658986 18.15% 2.140%

Sum of corrected areas: 30795254
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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\BF092817\

BF098906.D

28 Sep 2017 14:09

SJ3/JU

15433-01 FK-BPM-01-G7-G8-G9-G10
9 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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000
2.20

TIC: BF098906.D
6.69

5.53
6.54

7.07

7.47

6.92

5.15

Time-->
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5.50
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4.00

4.50

5.00

6.00

6.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098906.D
27

13.03

10.75

9.95 11.44

9.66

L]LO' 85
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10.37 12.70
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Or——
Time-->

12.00 12.50

9.50 10.00 10.50 11.00 11.50 13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.90 ﬂ
A

TIC: BF098906.D

14.07
15.57

Time-->

14.00

14.50 15.00

15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098906.D

Aca On : 28 Sep 2017 14:09

Operator : SJ/JU

ﬁ?ggle i 15433-01 FK-BPM-01-G7-G8-G9-G10
ALS Vial : 9 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.20 3.71 ng 145763 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 19 (2.199 min): BF098906.D (-17) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.0
220 2.30 2.40 2.50 2.60
R 1A P S ' A — m/z 43.00 43.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U IR U IR AR AR
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 29.04%
29.0 ‘
0 N ‘ ‘ ‘ !
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 10 20 30 70 80 90 100 110 120
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
0
5000 550 m/z 87.00 24 .43%
43.0
27.0
o 15.0 83.0 98.0 115.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.38%
5000 43.0
58.0
29.0 87.0
0"w'“'w'mw“'w'“'w'“l“'w'“'w'ml“'w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098906.D

Aca On : 28 Sep 2017 14:09

Operator : SJ/JU

ﬁ?ggle i 15433-01 FK-BPM-01-G7-G8-G9-G10
ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 16.03 ng 629863 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 521 (5.151 min): BF098906.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R R L
| 83.0 | 480 5.00 5.20 5.40
Obrrr e e e m/z 59.00 58.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL UL B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 20.08%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.14%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L L L L L
43.0 480 5.00 5.20 5.40
m/z 41.10 9.12%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40

8270-BF092317.M Fri Sep 29 13:16:27 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098906.D

Aca On : 28 Sep 2017 14:09

Operator : SJ/JU

ﬁ?ggle i 15433-01 FK-BPM-01-G7-G8-G9-G10
ALS Vial : 9 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 3 unknown6.69 Concentration Rank 1

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

6.69 85.91 ng 3374870 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 783 (6.692 min): BF098906.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 R R L R
400 540 ‘ 6.40 6.60 6.80 7.00
o..,....,....,....,....,.:..,.:I-.'...'..,?‘?.9,..!.,.-:..,1.1.“?9,....,"...,.. m/z 134.00 34.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o o o o e
M0 530 o m/z 68.00 29.76%
‘ 79.0 :
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l“”l”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 660 6.80 7.00
5000 m/z 66.00 19.44%
104.0

66.0 77.0

14.0 27.0 39.0 °10 89.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine L o e
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12 .25%
5000 104.0

39.0 520 ggo 780

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098906.D

Aca On : 28 Sep 2017 14:09

Operator : SJ/JU

ﬁ?ggle i 15433-01 FK-BPM-01-G7-G8-G9-G10
ALS Vial : 9 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 5 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.65 ng 126078 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 2008 (13.898 min): BF098906.D (-2006) (-) m/z 57.00 100.00%

5%.0

5000

:

13.60 13.80 14.00 14.20
m/z 43.00 94.29%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55.0 83.0

:

5000 111.0 e
13.60 13.80 14.00 14.20

m/z 55.00 88.99%

29.0 139.0

167.0 196.0 238.0 266.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
R e e e  RARE
13.60 13.80 14.00 14.20
5000 111.0 m/z 69.10 75.05%
29.0

1390 1680 1060  238.0 266.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol e

55,0 13.60 13.80 14.00 14.20

m/z 83.10 68.82%
5000
29.0
0 5o 167.0 196.0 224.0 252.0 280.0 308.0
BAaasasszany

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092817\

Data File : BF098906.D

Acq On : 28 Sep 2017 14:09

Operator : SJ/JU

ﬁ?ggle i 15433-01 FK-BPM-01-G7-G8-G9-G10
ALS Vial : 9 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]
Butane, 2-methoxy... 2.20 3.7 ng 145763 1 6.92 785719 20.0
2-Pentanone, 4-hy... 5.15 16.0 ng 629863 1 6.92 785719 20.0
unknown6 .69 6.69 85.9 ng 3374870 1 6.92 785719 20.0
1-Heneicosanol 13.90 3.6 ng 126078 5 14.07 690491 20.0
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