LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117867.D

Aca On : 19 Nov 2019 18:47

Operator :© JU

Sample - K5865-18

Misc :

ALS Vial : 17 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-BF111319.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 2.199 14 19 26 rvB 643514 853805 20.23% 2.287%
2 5.128 512 517 527 rVB 481159 563318 13.35% 1.509%
3 5.528 580 585 588 rBY 3216329 3004843 71.19% 8.051%
4 6.534 751 756 769 rBVY 3741823 3641436 86.28% 9.756%
5 6.681 777 781 784 rBV 4014841 3602317 85.35% 9.651%
6 6.916 817 821 824 rBVY 1470176 1177602 27.90% 3.155%
7 7.069 843 847 851 rBVY 3238705 2842721 67 .35% 7.616%
8 7.475 911 916 919 rBVY 2573846 2216158 52.51% 5.937%
9 8.198 1035 1039 1043 rBvY 1729186 1542851 36.55% 4.134%
10 9.281 1218 1223 1226 rBvVY 5170231 4220643 100.00% 11.308%

11 9.675 1286 1290 1293 rBV 437159 385371 9.13% 1.032%
12 9.963 1335 1339 1343 rBV 2250672 1815931 43.02% 4 _.865%
13 10.751 1469 1473 1477 rBV 2647584 2258948 53.52% 6.052%
14 11.457 1589 1593 1596 rBV 2095455 1760585 41.71% 4.717%
15 11.522 1598 1604 1608 rVB4 61447 59578 1.41% 0.160%

16 13.045 1859 1863 1866 rBV 4426522 3751000 88.87% 10.050%
17 13.969 2013 2020 2033 rBV3 74894 241446 5.72% 0.647%
18 14.104 2039 2043 2047 rVB 1539463 1322821 31.34% 3.544%

19 14.568 2119 2122 2125 rBV 64311 66434 1.57% 0.178%
20 14.886 2173 2176 2180 rVB 94451 98937 2.34% 0.265%
21 14.968 2186 2190 2194 rBV 97972 97220 2.30% 0.260%

22 15.245 2232 2237 2243 rVB 99561 123709 2.93% 0.331%
23 15.610 2293 2299 2303 rBV 1011484 1296312 30.71% 3.473%
24 15.645 2303 2305 2316 rVB2 101592 120057 2.84% 0.322%
25 16.104 2378 2383 2388 rVB2 73851 112650 2.67% 0.302%

26 16.639 2469 2474 2480 rVB2 47465 88664 2.10% 0.238%
27 17.268 2575 2581 2588 rBV5 26729 59458 1.41% 0.159%
Sum of corrected areas: 37324815
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111919\

BF117867.D

19 Nov 2019 18:47

Ju

K5865-18

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117867.D

Aca On : 19 Nov 2019 18:47

Operator :© JU

Sample - K5865-18

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 3

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

2.20 14.50 ng 853805 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 19 (2.199 min): BF117867.D (-14) (-) m/z 73.00 100.00%
7B
5000 43
55 87 L
37 7 2.20 2.30 2.40 2.50 2.60
ol e e e W/Z 43.00  37.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 26.22%
o ?P 35 1] 67 ||, 80
mz> %0 3 4 % 6 70 80 % 100 110 130 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 LN AR UGS IR UL U
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 87.10 26.11%
J L 79 |, 97 112 129 j\
0'|'“'|“"w"w"“|'“ EUNEEEUNEEES SRS B SRR SR
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- A RRREE B R
73 2.20 2.30 2.40 2.50 2.60

m/z 41.00 12 _.55%

5000 43

58
87

29
N MMM

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117867.D

Aca On : 19 Nov 2019 18:47

Operator :© JU

Sample - K5865-18

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 4

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

5.13 9.57 ng 563318 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 72
2 Acetic acid. cvano-. 1.1-dimethyv... 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-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 517 (5.128 min): BF117867.D (-512) (-) m/z 42.95 100.00%
43
59
5000
T T sho 550 sho
o...,....,....,....l,':...??.w!,...‘??....,?.3..,...:,|....,....,....,....,...., m/z 59.00 59.05%
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 L L I UL UL
59 480 500 520 540
m/z 101.00 21.33%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.05%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R e
43 4.80 5.00 5.20 5.40
m/z 41.00 9.42%
5000
101
1f 27 & ‘
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'w'“w'“w'“'l SRS R SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117867.D

Aca On : 19 Nov 2019 18:47

Operator :© JU

Sample - K5865-18

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.68 Concentration Rank 1

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

6.68 61.18 ng 3602320 1,4-Dichlorobenzene-d4 6.92
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 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 781 (6.681 min): BF117867.D (-777) (-) m/z 131.95 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 . . : :
o |7 er | sus o w/z 68.00 38.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL A L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.47%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 65.95 26.20%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.30%
5000 67
41 97
53
‘ 79 ‘ 117
ol lll ol ) 88 a0 | S| |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117867.D

Aca On : 19 Nov 2019 18:47

Operator :© JU

Sample - K5865-18

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.
13.97 3.65 ng 241446 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 87
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 Octacosanol 410 C28H580 000557-61-9 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 83

Abundance Scan 2020 (13.969 min): BF117867.D (-2013) (-) m/z 57.00 100.00%

5|7 97

5000

13.60 13.80 14.00 14.20
m/z 43.05  94.95%

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 83

5000

13.I60 13.I8O 14.IOO 14.I20
m/z 55.00  85.44%

29

167 196 238 266 294

0
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
e
13.60 13.80 14.00 14.20
5000 11 m/z 97.00 84.21%
29
o il 167 195 222 250 280 308 336
Cr e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol A R R
55 83 13.60 13.80 14.00 14.20
m/z 83.00 80.31%
5000
29
o il 167 196 224 252 280 308
T e
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\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117867.D

Acq On : 19 Nov 2019 18:47

Operator : JU

Sample - K5865-18

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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]
Butane, 2-methoxy... 2.20 14.5 ng 853805 1 6.92 1177600 20.0
2-Pentanone, 4-hy... 5.13 9.6 ng 563318 1 6.92 1177600 20.0
unknown6 .68 6.68 61.2 ng 3602320 1 6.92 1177600 20.0
1-Heneicosanol 13.97 3.6 ng 241446 5 14.10 1322820 20.0
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