LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106781.D

Aca On : 25 Jun 2018 19:43

Operator : JU/SJ

Sample : J3594-05

Misc :

ALS Vial : 11 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 5.207 484 488 498 rBB 89639 122558 7.38% 0.906%
2 5.607 551 556 559 rBY 1237996 1251931 75.41% 9.259%
3 6.601 720 725 729 rBV 1101723 1313844 79.14% 9.717%
4 6.736 743 748 751 rBVY 1318515 1311088 78.97% 9.696%
5 6.954 782 785 789 rBV 403539 343733 20.70% 2.542%
6 7.113 808 812 816 rBY 1110374 1038172 62.53% 7.678%
7 7.525 876 882 885 rBV 845222 877808 52.87% 6.492%
8 8.236 999 1003 1007 rBV 434367 440666 26.54% 3.259%
9 9.313 1181 1186 1189 rBvY 1503568 1529465 92.12% 11.311%
10 9.701 1249 1252 1258 rVB 188474 179079 10.79% 1.324%
11 9.907 1283 1287 1292 rBV 29061 24039 1.45% 0.178%
12 10.001 1298 1303 1307 rBvV 537322 532571 32.08% 3.939%
13 10.407 1370 1372 1375 rVB 57007 40056 2.41% 0.296%
14 10.630 1403 1410 1412 rBvV 15852 21789 1.31% 0.161%
15 10.795 1433 1438 1441 rBV 1125226 1104631 66.53% 8.169%
16 10.877 1449 1452 1458 rBvV 49169 54215 3.27% 0.401%
17 11.330 1526 1529 1531 rBvV 33078 23848 1.44% 0.176%
18 11.489 1552 1556 1560 rBvV 621852 582221 35.07% 4 .306%
19 12.936 1796 1802 1808 rBvV3 12356 21986 1.32% 0.163%

20 13.077 1821 1826 1829 rBV 1638317 1660255 100.00% 12.279%

21 13.948 1971 1974 1984 rBV 143884 146645 8.83% 1.085%
22 14.142 2002 2007 2010 rBV 481527 434471 26.17% 3.213%

23 14.595 2079 2084 2088 rBv4 18706 25181 1.52% 0.186%

24 14.989 2148 2151 2155 rVB 15280 16779 1.01% 0.124%

25 15.677 2262 2268 2277 rBV 315868 405872 24.45% 3.002%

26 16.177 2350 2353 2362 rVB9 8581 18560 1.12% 0.137%
Sum of corrected areas: 13521463
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106781.D

Aca On : 25 Jun 2018 19:43

Operator : JU/SJ

Sample : J3594-05

Misc :

ALS Vial : 11 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

Abundance TIC: BF106781.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106781.D

Aca On : 25 Jun 2018 19:43

Operator : JU/SJ

Sample : J3594-05

Misc :

ALS Vial : 11 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.

5.21 7.13 ng 122558 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 488 (5.207 min): BF106781.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRS SRS RS S
| 83.0 | 4.80 5.00 5.20 5.40 5.60
o) SRR N ¥ MOV | PREREScs tSES FMRSS m/z 59.00 60.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS I AL I
59.0 480 500 5.20 540 560
m/z 101.10 19.75%
31.0 83.0 101.0
O T e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 15.29%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e ERama R
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.15%
5000 1010
28.0 59.0
70.0 84.0
15.0 il i | \‘ |
e S S S SULIULS SUS I I IULILS IULILS UL I A RAE SRS RN S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106781.D

Aca On : 25 Jun 2018 19:43

Operator : JU/SJ

Sample : J3594-05

Misc :

ALS Vial : 11 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 unknown 6.74 Concentration Rank 1

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

6.74 76.29 ng 1311090 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.742 min): BF106781.D (-743) (-) m/z 132.00 100.00%
13%.0
5000
68.1
0 540 %1 50 5k oho Tho
0 R B m/z 68.10 34.34Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LRSS S AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.48%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk ok ok 7o
5000 ggo 1160 m/z 66.00 19.82%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B R
132.0 6.40 6.60 6.80 7.00
m/z 96.10 13.26%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... S £ S L .
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF061918 .M Tue Jun 26 14:56:12 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106781.D

Aca On : 25 Jun 2018 19:43

Operator : JU/SJ

Sample : J3594-05

Misc :

ALS Vial : 11 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 4 1-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 6.75 ng 146645 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1974 (13.948 min): BF106781.D (-1971) (-) m/z 57.05 100.00%
574.0 83.0
5000 111.1
1301 13.60 13.80 14.00 14.20
(o} m/z 55.00 93.37%
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 L LB L
13.60 13.80 14.00 14.20
m/z 83.05 89.38%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
91.0 13.60 13.80 14.00 14.20
5000 m/z 43.05 81.54%
29.0 125.0

154.0 196.0224.0 269.0 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 Lvd\‘/»
Abundance #186968: n-Tetracosanol-1 B = e S
57.0 83.0 13.60 13.80 14.00 14.20

m/z 97.10 78.67%

139.0
ol 4l 167.0 195.0222.0 250.0 280.0 308.0 336.0
T

5000
| ‘

m/z--> 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\BF062518\
Data File : BF106781.D

Acq On : 25 Jun 2018 19:43

Operator : JU/SJ

Sample - J3594-05

Misc :

ALS Vial : 11 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... 5.21 7.1 ng 122558 1 6.95 343733 20.0
unknown 6.74 6.74 76.3 ng 1311090 1 6.95 343733 20.0
1-Heneicosanol 13.95 6.8 ng 146645 5 14.14 434471 20.0
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