LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103917.D

Aca On : 26 Mar 2018 11:20 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1994-02 C-MW-10-031918

ALS Vial : 6 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-BF031518.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 2.310 32 38 47 rVB 417127 517065 11.81% 1.701%
2 5.204 527 530 540 rVB 96966 108862 2.49% 0.358%
3 5.598 592 597 600 rBY 1863581 1724604 39.40% 5.675%
4 5.922 648 652 661 rBV 62750 63133 1.44% 0.208%
5 6.592 762 766 778 rBVY 1226113 1063144 24.29% 3.498%
6 6.745 787 792 795 rBVY 3339758 3111547 71.08% 10.239%
7 6.975 827 831 834 rBV 998835 800653 18.29% 2.635%
8 7.134 853 858 861 rBVY 3234480 2880398 65.80% 9.478%
9 7.539 921 927 930 rBVY 2506997 2471082 56.45% 8.131%
10 8.257 1045 1049 1052 rBvV 1260928 1065945 24.35% 3.508%
11 9.333 1226 1232 1235 rBV 4402657 4356138 99.52% 14.335%
12 9.716 1292 1297 1303 rBV 101894 98365 2.25% 0.324%
13 9.927 1330 1333 1338 rBVY 73607 56589 1.29% 0.186%
14 10.016 1344 1348 1361 rVB2 1394334 1249503 28.54% 4.112%
15 10.427 1415 1418 1421 rVB2 80478 62247 1.42% 0.205%

16 10.810 1478 1483 1491 rBV 2593650 2745245 62.71% 9.034%
17 10.904 1496 1499 1509 rVB 60342 69264 1.58% 0.228%
18 11.510 1598 1602 1605 rBV 1475640 1235142 28.22% 4.064%
19 13.104 1867 1873 1876 rBV 4030793 4377339 100.00% 14.404%
20 14.004 2022 2026 2031 rBV 151195 160605 3.67% 0.528%

21 14.192 2054 2058 2062 rBV 1094058 1109008 25.34% 3.649%
22 15.762 2320 2325 2335 rVB 660889 880293 20.11% 2.897%

23 16.233 2401 2405 2410 rVB2 39349 57885 1.32% 0.190%

24 16.780 2492 2498 2505 rBV2 34911 65045 1.49% 0.214%

25 17.427 2603 2608 2616 rVB3 26201 59994 1.37% 0.197%
Sum of corrected areas: 30389095
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103917.D

Aca On - 26 Mar 2018 11:20

Operator : JU/SJ

ﬁ?gg le J1994-02 C-MW-10-031918
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031518.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: BF103917.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103917.D

Aca On - 26 Mar 2018 11:20

Operator : JU/SJ

3?22 le J1994-02 C-MW-10-031918
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

2.31 12.92 ng 517065 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 38 (2.310 min): BF103917.D (-32) (-) m/z 73.10 100.00%
3
5000
43 5 87 S
37 &7 220 240 260
bbb - S L e e e | M/z 43.05 32.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 ﬁ\' AU S
43 220 240 260
55 87 m/z 87.10 24.91%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 L L L
220 240 260
5000 41 55 m/z 55.10 24 _49Y%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- L L
73 220 240 260

m/z 41.00 10.65%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,.... LB B B o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF032618\

BF103917.D

26 Mar 2018 11:20

Jus/sJ

J1994-02 C-MW-10-031918
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 5

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

5.20 2.72 ng 108862 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 529 (5.198 min): BF103917.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 R A RARaEmw
83 4.80 5.00 520 5.40 5.60
O o B e L A o & I m/z 59.00 61.99%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SR LR
59 480 5.00 520 5.40 5.60
m/z 101.00 22 .19%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 540 5.60
5000 m/z 58.00 15.62%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methy!- e
43 480 5.00 520 5.40 5.60
m/z 41.00 10.60%
5000
101
15 97 " 71
PSRN S - SO 2 N
m/z--> 10 40 50 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103917.D

Aca On : 26 Mar 2018 11:20

Operator : JU/SJ

Sample : J1994-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 77.73 ng 3111550 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 793 (6.751 min): BF103917.D (-787) (-) m/z 132.00 100.00%
5000
68
‘ % 640 6.60 680 7.00
40 54 75 104 . . .
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..?‘.7,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00  34.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DA S SR
6.40 6.60 6.80 7.00
3 78 m/z 68.10 31.72%
1 33
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.00 19.56%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B e A
132 6.40 6.60 6.80 7.00

m/z 96.00 12 ._.75%

5000
104
51 66
14 27 37 44 58 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

77

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103917.D

Aca On - 26 Mar 2018 11:20

Operator : JU/SJ

3?22 le J1994-02 C-MW-10-031918
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4
R.T. EstConc Area Relative to ISTD R.T.

14 .00 2.90 ng 160605 Chrysene-di12 14.19
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 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 95

Abundance Scan 2025 (13.998 min): BF103917.D (-2022) (-) m/z 83.10 100.00%

57

-

5000 111
3 139 167 13.60 13.80 14.00 14.20 14.40
(o} m/z 57.00 86.95%
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

5

5000 TT T T[T T I T [T T T T[T T TT[TT
13.60 13.80 14.00 14.20 14.40
29 m/z 55.00 85.96%
ol Lol 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
A e o
13.60 13.80 14.00 14.20 14.40
5000 11 m/z 43.05 84.96%
29 139

167 196 224 252 280 308

BE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e
83 13.60 13.80 14.00 14.20 14.40
m/z 69.10 79.23%
5000

o \“ ‘ 167 195 222 250 280 308 336
.““”q””.”... ST i
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 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032618\

Data File : BF103917.D

Acg On : 26 Mar 2018 11:20

Operator : JU/SJ

3?22 le J1994-02 C-MW-10-031918
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.31 12.9 ng 517065 1 6.97 800653 20.0
2-Pentanone, 4-hy... 5.20 2.7 ng 108862 1 6.97 800653 20.0
unknown6.75 6.75 77.7 ng 3111550 1 6.97 800653 20.0
1-Heneicosanol 14.00 2.9 ng 160605 5 14.19 1109010 20.0
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