LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\

Data File : BF097360.D

Aca On : 4 Aug 2017 17:17 Instrument :
Operator : SJ/JU BNA_F

Sample  : 14535-02 Gl
Misc i TRC-MW-101D
ALS Vial : 10 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-BF072517.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 1.857 8 12 26 rvB 508701 722606 22.26% 2.826%
2 1.957 26 29 53 rvB 186699 351156 10.82% 1.374%
3 3.975 367 372 381 rBV 143648 226373 6.97% 0.885%
4 4.569 470 473 488 rBV 104255 181530 5.59% 0.710%
5 5.034 549 552 574 rBVY 1474306 1811968 55.82% 7.087%

6.104 731 734 748 rBV 966991 1173688 36.16% 4_.591%
6.210 748 752 763 rVB 2664859 2761855 85.08% 10.803%
6.439 787 791 799 rBV 716286 738226 22.74% 2.887%
2426479 2402803 74.02% 9.398%
7.010 883 888 891 rBV 2049136 2137815 65.86% 8.362%
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11 7.722 1005 1009 1026 rVB 982245 962178 29.64% 3.763%
12 8.798 1186 1192 1195 rBV 3078571 3246157 100.00% 12.697%
13 9.198 1256 1260 1265 rBV 50758 45086 1.39% 0.176%
14 9.457 1300 1304 1314 rVB 1042283 1023923 31.54% 4._.005%
15 10.251 1434 1439 1448 rBV 1724921 1922888 59.24% 7.521%

16 10.933 1551 1555 1562 rBV 1051171 962946 29.66% 3.766%
17 11.486 1646 1649 1660 rBV2 87256 113942 3.51% 0.446%
18 12.269 1778 1782 1791 rBV2 67005 103462 3.19% 0.405%
19 12.516 1819 1824 1827 rBV 2514176 3027210 93.26% 11.841%
20 13.551 1996 2000 2009 rBV 932023 897221 27.64% 3.509%

21 14.398 2139 2144 2149 rBV 53650 52529 1.62% 0.205%
22 14.886 2223 2227 2232 rBV 588257 700863 21.59% 2.741%

Sum of corrected areas: 25566425
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF080417\
: BF097360.D

: 4 Aug 2017 17:17

: SJ/JU

: 14535-02

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097360.D

5.03

4.57

6.21

6.1

6.59

7.01

6.44

0
Time-->

I
4.50 5.00

5.50

T
6.00

T
6.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

.72

Ot~

TIC: BF097360.D

10.25

9.46 10.93

12.52

12.27

A
LN B S N B S

Time-->

10.00 10.50 11.00

T
8.00 8.50

11.50

12.00

12.50

13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097360.D

14.89

14.40
A

Time-->

14.00 14.50 15.00 15.50 16.00

16.50 17.00

17.50

18.00

18.50

19.00

8270-BF0725

17.M Mon Aug 07 13:00:12 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097360.D

Aca On : 4 Aug 2017 17:17

Operator : SJ/JU

Sample = 14535-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4_.57 4.92 ng 181530 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 473 (4.569 min): BF097360.D (-470) (-) m/z 43.00 100.00%
43.0
5000 59.0
| w00 250 i 450 45 560
! NSNS 1 NSRNSSVH | NS L S E NN m/z 59.00 51.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R LR
59.0 420 440 4.60 4.80 5.00
0
150 a0 1010 m/z 101.00 13.71%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 4.80 5.00
5000 m/z 58.00 13.22%
410 101.0
o 15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone e o R o
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 10.01%
5000 43.0
31.0
0 15'0 L ‘ [ N 69.0 87.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097360.D

Aca On : 4 Aug 2017 17:17

Operator : SJ/JU

Sample = 14535-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.21 Concentration Rank 1

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

6.21 74.82 ng 2761860 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.210 min): BF097360.D (-748) (-) m/z 132.00 100.00%
13%.0
5000 68.1 \
400 540 ‘ %1 580 6.00 6.20 640 6.60
0 ..,....,....,...:!'.'...,!!..,.:.-.|,..'..,??.9,..!.,}97.,0....,...., - m/z 68.10 41.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T ek e ke
10 550 %0 70 m/z 134.00  31.76%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 550 600 6.20 640 6560
5000 ' m/z 66.00 28.32%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132.0 5.80 6.00 6.20 6.40 6.60

m/z 69.05 16.17%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097360.D

Aca On : 4 Aug 2017 17:17

Operator : SJ/JU

Sample = 14535-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Undecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.49 2.37 ng 113942 Phenanthrene-d10 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Decanoic acid. silver(l+) salt 278 C10H19A002 013126-67-5 47
4 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 43
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 22

Abundance Scan 1650 (11.492 min): BF097360.D (-1646) (-) m/z 43.00 100.00%
43.0 [73.0
e 129.1 vaL\M
{7 Zlf-z 11,20 11.40 11.60 11.80
o . m/z 60.00 99.68%
m/z--> 50 100 150 200 250 300 350
Abundance #50051: Undecanoic acid
60.0
5000
11.20 11.40 11.60 11.80
29.0 129.0 m/z 73.00 92.81%
Al L], e
0
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
1290 11.20 11.40 11.60 11.80
5000 m/z 57.10 89.97%
43.0
172.0
L s L L WL WL B B
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0 11.20 11.40 11.60 11.80
m/z 41.00 74 .26%
43.0 155.0
5000
na#
o ol Lo 217.0 279.0 3300  387.0
m/z--> 50 100 150 200 250 300 350 ' 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097360.D

Aca On : 4 Aug 2017 17:17

Operator : SJ/JU

Sample = 14535-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.27 2.31 ng 103462 Chrysene-di12 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1782 (12.269 min): BF097360.D (-1778) (-) m/z 43.05 100.00%
43.0 730
5000 129.1
97.0 NN T
185154079 2411 284.3 12.00 12.20 12.40 12.60
0 m/z 73.00 84.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

.0

5000
12.00 12.20 12.40 12.60

m/z 60.00 80.95%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
12.00 12.20 12.40 12.60
5000 129.0 m/z 57.00 72.28%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.00 12.20 12.40 12.60

m/z 41.00 61.15%
5000

157.0 185.0 213.0 256.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
Data File : BF097360.D

Acq On : 4 Aug 2017 17:17

Operator : SJ/JU

Sample - 14535-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
Quant Title : 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]
2-Pentanone, 4-hy... 4_57 4.9 ng 181530 1 6.44 738226 20.0
unknown6 .21 6.21 74.8 ng 2761860 1 6.44 738226 20.0
Undecanoic acid 11.49 2.4 ng 113942 4 10.93 962946 20.0
Octadecanoic acid 12.27 2.3 ng 103462 5 13.55 897221 20.0
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