LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106976.D

Aca On 29 Jun 2018 16:39

Operator : JU/SJ

Sample : J3677-10

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.190 481 485 497 rBV 135755 157774 10.45% 1.171%
2 5.596 550 554 566 rBY 1332603 1267853 83.99% 9.410%
3 6.595 720 724 736 rBVY 1294890 1342242 88.92% 9.962%
4 6.731 742 747 750 rBVY 1507153 1329477 88.07% 9.867%
5 6.954 781 785 788 rBV 489935 431755 28.60% 3.204%

6 7.107 807 811 815 rBV 1210379 1027083 68.04% 7.623%
7 7.519 876 881 884 rBV 874438 804115 53.27% 5.968%
8 8.237 999 1003 1017 rBV 604884 545705 36.15% 4 _.050%
9 9.307 1181 1185 1188 rBV 1754015 1509503 100.00% 11.203%
10 9.701 1248 1252 1258 rVB 208202 180526 11.96% 1.340%
11 9.901 1283 1286 1289 rBV 27619 22053 1.46% 0.164%
12 9.995 1298 1302 1313 rVB 680667 608670 40.32% 4.517%
13 10.401 1369 1371 1374 rVB 43593 30809 2.04% 0.229%
14 10.789 1433 1437 1445 rBV 1099578 995047 65.92% 7.385%
15 10.872 1448 1451 1455 rBV 32768 33999 2.25% 0.252%

16 11.489 1552 1556 1563 rBV 625562 584938 38.75% 4.341%
17 12.936 1798 1802 1808 rVB2 12639 16813 1.11% 0.125%
18 13.072 1821 1825 1828 rBV 1654560 1446029 95.80% 10.732%
19 13.954 1971 1975 1984 rBV 107549 131041 8.68% 0.973%
20 14.148 2003 2008 2014 rBV 553531 557871 36.96% 4.140%

21 14.230 2018 2022 2024 rBV2 14466 16721 1.11% 0.124%
22 14.601 2082 2085 2089 rBV5 14866 19585 1.30% 0.145%
23 15.695 2266 2271 2279 rVB 330990 414510 27.46% 3.076%

Sum of corrected areas: 13474119
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\

- BF106976.D

- 29 Jun 2018 16:39

- JU/SJ

- J3677-10

- 16 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106976.D

Aca On 29 Jun 2018 16:39

Operator : JU/SJ

Sample : J3677-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.19 7.31 ng 157774 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 485 (5.190 min): BF106976.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R R UL R
| 83.0 | 480 5.00 5.20 5.40 5.60
Obrrr e e e m/z 59.00 61.34%
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 I UL L I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 20.77%
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 5.60
5000 410 m/z 58.00 15.12%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.32%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0"w'“w'”wh'“ﬂl“l“Ll“'ﬁ“'wﬁqﬂ“'ﬂ“'w'“w'“w'“w'“'l AR R UL L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106976.D

Aca On 29 Jun 2018 16:39

Operator : JU/SJ

Sample : J3677-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 61.58 ng 1329480 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (6.731 min): BF106976.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
ISR R L S
40.0 540 | %0%1 115.0 ‘ 6.40 6.60 6.80 7.00
O et | G e R . (R e m/z 68.10 38.14%
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 P
10 550 o %0 70 m/z 134.00  33.48%
0 |||||||||||||||||‘||‘||||‘|‘|‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 50 ok ok 780
5000 ' m/z 66.00 23.52%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B

132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.28%

5000

63.0
15.0 %0%0 &0 m ﬁo @Pl%onm) ‘

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106976.D

Aca On 29 Jun 2018 16:39

Operator : JU/SJ

Sample : J3677-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.70 ng 131041 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

Abundance Scan 1974 (13.948 min): BF106976.D (-1971) (-) m/z 57.00 100.00%

571.0 83.1

5000

:

193.0 226.0 281.1 13.60 13.80 14.00 14.20
m/z 55.05 90.54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

-

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 43.00 88.19%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
S ) L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
St A
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 87.89%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

5

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e S BB L
57.0 83.0 13.60 13.80 14.00 14.20
m/z 69.05 76.32%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
- A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
Data File : BF106976.D

Acq On 29 Jun 2018 16:39

Operator : JU/SJ

Sample : J3677-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.19 7.3 ng 157774 1 6.95 431755 20.0
unknown6.73 6.73 61.6 ng 1329480 1 6.95 431755 20.0
1-Heneicosanol 13.95 4.7 ng 131041 5 14.15 557871 20.0
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