LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104951.D

Aca On : 30 Apr 2018 23:27

Operator : JU/SJ

Sample : J2608-01

Misc :

ALS Vial : 26 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-BF040618.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 3.446 223 231 238 rBV 26305 44793 1.79% 0.211%
2 4.369 381 388 392 rBVY 1726629 2385057 95.57% 11.233%
3 5.004 489 496 499 rBV 1120948 1613679 64.66% 7 .600%
4 5.410 561 565 582 rBY 1161641 1112883 44.60% 5.241%
5 6.434 734 739 757 rBVY 1766530 1833993 73.49% 8.638%
6 6.563 757 761 764 rBVY 1672515 1512689 60.62% 7.124%
7 6.787 796 799 803 rBV 738549 643444 25.78% 3.030%
8 6.945 822 826 829 rBVY 2076957 1780138 71.33% 8.384%
9 7.116 852 855 861 rBV 33995 30015 1.20% 0.141%
10 7.357 891 896 899 rBVY 1347301 1272665 51.00% 5.994%

11 8.075 1014 1018 1037 rBvV 945467 860514 34.48% 4._.053%
12 9.151 1196 1201 1204 rBV 2890891 2495491 100.00% 11.753%
13 9.545 1264 1268 1275 rBV 195333 188433 7.55% 0.887%
14 9.751 1299 1303 1307 rBV 61436 47713 1.91% 0.225%
15 9.828 1312 1316 1325 rVV 929716 889233 35.63% 4.188%

16 10.251 1385 1388 1391 rVB 79545 58541 2.35% 0.276%
17 10.622 1448 1451 1460 rBV 179971 188178 7.54% 0.886%
18 10.722 1465 1468 1472 rBV 68448 65195 2.61% 0.307%

19 11.322 1566 1570 1585 rBV 793633 779764 31.25% 3.673%
20 12.904 1835 1839 1843 rBV 1920752 1934706 77.53% 9.112%

21 13.792 1986 1990 1996 rBV 233158 245607 9.84% 1.157%
22 13.968 2016 2020 2032 rVB 651395 641464 25.70% 3.021%

23 14.798 2158 2161 2167 rVB 35810 49364 1.98% 0.232%

24 15.433 2264 2269 2280 rVB2 389439 529938 21.24% 2.496%

25 15.904 2347 2349 2356 rVB7 18665 28810 1.15% 0.136%
Sum of corrected areas: 21232307
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104951.D

Aca On : 30 Apr 2018 23:27

Operator : JU/SJ

Sample : J2608-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104951.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104951.D

Aca On : 30 Apr 2018 23:27

Operator : JU/SJ

Sample : J2608-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4_37 74.13 ng 2385060 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 388 (4.369 min): BF104951.D (-381) (-) m/z 83.00 100.00%
55 83
5000
43 98
4.00 4.20 4.40 4.60 4.80
0 ...,....,....,..?3|;':..f‘?'.|.:.?1..‘?7.,...77.,.:..,....~,.... m/z 55.10  80.43%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 400 420 4.40 4.60 4.80
m/z 98.10 35.22%
0 23“\ 37\\‘\ 49M‘ | 61 67 77 | 92 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 400 420 4.40 4.60 4.80
5000 43 m/z 43.00 32.58%
98
29
0 23 37 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- et e
5 83 4.00 4.20 4.40 4.60 4.80
m/z 39.10 23.73%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... S GO —
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104951.D

Aca On : 30 Apr 2018 23:27

Operator : JU/SJ

Sample : J2608-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.00 50.16 ng 1613680 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF104951.D (-489) (-) m/z 42.95 100.00%
43
59
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101 Y N G
83 4.60 4.80 500 5.20 5.40
o...,....,....,....','::..?.1.4.',...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 62.50%
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
5000 SRR SRS SRR
59 460 4.80 500 5.20 5.40
m/z 101.00 24 .80%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 15.51%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R e
43 4.60 4.80 500 5.20 5.40

m/z 41.10 9.22%
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o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104951.D

Aca On : 30 Apr 2018 23:27

Operator : JU/SJ

Sample : J2608-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.56 Concentration Rank 4

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

6.56 47.02 ng 1512690 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 760 (6.557 min): BF104951.D (-757) (-) m/z 132.00 100.00%
5000 68
40 | e 620 640 6.60 680
54 75 104 . . . .
o282 02| R e L WP ms W w/z 68.10  40.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR REE U SN
6.20 6.40 6.60 6.80
2 78 m/z 134.00 31.61%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
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Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 24.75%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine s o EREAE
132 6.20 6.40 6.60 6.80

m/z 69.05 15.68%
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104951.D

Aca On : 30 Apr 2018 23:27

Operator : JU/SJ

Sample : J2608-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 7.66 ng 245607 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1990 (13.792 min): BF104951.D (-1986) (-) m/z 83.10 100.00%

57

5000

:

13.40 13.60 13.80 14.00 14.20

167 195

0 m/z 57.10 94 _44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83 LW
5000 111 TTTT TT T T[T T TT TTT T TT

13.40 13.60 13.80 14.00 14.20
m/z 97.10 92.41%

29
ok il 167 195 222 250 280 308 336
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
s e
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.05 89.18%
29 139

167 196 224 252 280 308

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol B T o
55 83 13.40 13.60 13.80 14.00 14.20

m/z 43.10 88.96%
5000
29
ol \ 167 196 238 266 294

Asaanseaaesieate e A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043018\
Data File : BF104951.D

Acq On : 30 Apr 2018 23:27

Operator : JU/SJ

Sample - J2608-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
3-Penten-2-one, 4. .. 4.37 74.1 ng 2385060 1 6.79 643444 20.0
2-Pentanone, 4-hy... 5.00 50.2 ng 1613680 1 6.79 643444 20.0
unknown6 .56 6.56 47.0 ng 1512690 1 6.79 643444 20.0
n-Tetracosanol-1 13.79 7.7 ng 245607 5 13.97 641464 20.0
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