LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104373.D
Aca On 9 Apr 2018 15:44 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2104-01 20180220-COMPOSITE-A
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:\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 5.028 496 500 509 rvB 137784 193237 5.00% 0.595%
2 5.416 560 566 569 rBY 3121547 3801937 98.41% 11.700%
3 6.434 732 739 742 rBVY 3125386 3863535 100.00% 11.890%
4 6.575 757 763 766 rBY 3661920 3795300 98.23% 11.680%
5 6.804 798 802 805 rBVY 1015392 822259 21.28% 2.530%
6 6.963 824 829 832 rVB 2961605 2817063 72.91% 8.669%
7 7.369 892 898 901 rBVY 2389503 2389110 61.84% 7.352%
8 8.087 1015 1020 1023 rBvV 1293290 1115486 28.87% 3.433%
9 9.163 1198 1203 1206 rBvY 3818550 3617371 93.63% 11.132%
10 9.557 1266 1270 1273 rBV 314349 261713 6.77% 0.805%
11 9.769 1303 1306 1309 rVB 57356 43725 1.13% 0.135%
12 9.839 1314 1318 1322 rVB 1383001 1212642 31.39% 3.732%
13 10.275 1389 1392 1394 rVB 78818 67962 1.76% 0.209%

14 10.633 1447 1453 1456 rBV 2477009 2461409 63.71% 7.575%
15 10.745 1468 1472 1481 rVB2 91982 109709 2.84% 0.338%

16 11.192 1545 1548 1551 rBV2 62609 57644 1.49% 0.177%
17 11.328 1567 1571 1574 rBV 1372682 1120849 29.01% 3.449%
18 11.857 1657 1661 1665 rBV 104087 108009 2.80% 0.332%
19 12.769 1813 1816 1819 rVB 58673 46830 1.21% 0.144%
20 12.922 1837 1842 1845 rBV 2855355 2793469 72.30% 8.597%

21 13.810 1990 1993 2001 rBV2 114557 119218 3.09% 0.367%
22 13.969 2015 2020 2023 rBV 919543 791034 20.47% 2.434%

23 15.427 2263 2268 2273 rBV 662446 817425 21.16% 2.516%
24 17.451 2604 2612 2619 rBV9 30227 67394 1.74% 0.207%

Sum of corrected areas: 32494330
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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:\HPCHEM1I\BNA F\DATA\BF040918\

BF104373.D
9 Apr 2018 15:44
Ju/SsJ
J2104-01 £0180220-COMPOSITE-A
16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104373.D

Aca On 9 Apr 2018 15:44

Operator : JU/SJ

ﬁ?ggle : J2104-01 £0180220-COMPOSITE-A
ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 4.70 ng 193237 1,4-Dichlorobenzene-d4 6.80
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-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.028 min): BF104373.D (-496) (-) m/z 43.00 100.00%
43
59
5000
51 | 83 4.60 4.80 5.00 5.20 5.40
e e e e e e e e e e e m/z 59.00 60.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [Tr I T[T rrr{rrrr[prrrrfrrrs
4.60 4.80 5.00 5.20 5.40
m/z 101.00 22.37%
101
S 83 g3 ™
T T e T T e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
I o o o S MR
4.60 4.80 5.00 5.20 5.40
5000 41 m/z 58.00 16.32%
68
50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methy!- e R BAR.
43 4.60 4.80 5.00 5.20 5.40
m/z 40.95 8.60%
5000
15 - 101
27 56 ‘
SR R R N e N S N — T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104373.D

Aca On : 9 Apr 2018 15:44

Operator : JU/SJ

Sample : J2104-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 1

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

6.57 92.31 ng 3795300 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 762 (6.569 min): BF104373.D (-757) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
B B o o m/z 68.10 42 _.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRR AR RS SRR
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 33.18%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.16%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14517: 2H—Cyc|0penta[d]pyridazine, 2'm9thy|' L L L L L B B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.06%
5000
6 104
® oo 7\\7 P2 ur )
L 1y 1yl | | I i
m/z--> 40 60 80 1(')0 150 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104373.D

Aca On 9 Apr 2018 15:44

Operator : JU/SJ

ﬁ?ggle : J2104-01 £0180220-COMPOSITE-A
ALS Vial : 16 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 4 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.81 3.01 ng 119218 Chrysene-di12 13.97
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 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1993 (13.810 min): BF104373.D (-1990) (-) m/z 57.10 100.00%

a7

:

5000 111
3 139 13.40 13.60 13.80 14.00 14.20
208
S— 281 m/z 83.05 93.91%
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
13.40 13.60 13.80 14.00 14.20
29 m/z 54.95 93.36%
LoL gl 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
b fanpiianas S MRuo Aot s
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 43.00 92.29%
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 #186968: n-Tetracosanol-1 o SR
83 13.40 13.60 13.80 14.00 14.20
m/z 97.05 89.66%
5000
29
e 167 195 222 250 280 308 336
—T
miz--> 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\BF040918\

Data File : BF104373.D

Acq On : 9 Apr 2018 15:44

Operator : JU/SJ

ﬁ?ggle - J2104-01 20180220-COMPOSITE-A
ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 4.7 ng 193237 1 6.80 822259 20.0
unknown6 .57 6.57 92.3 ng 3795300 1 6.80 822259 20.0
1-Heneicosanol 13.81 3.0 ng 119218 5 13.97 791034 20.0
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