LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF101218\

Data File : BF109837.D

Aca On - 12 Oct 2018 16:51 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J5371-12 100818-SIDIF-)E-D-M
ALS Vial : 13 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-BF100818 .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 4.887 473 476 488 rBV 68486 91419 2.26% 0.402%
2 5.310 545 548 576 rBV 453271 738666 18.27% 3.252%
3 6.339 720 723 741 rBV 286867 558758 13.82% 2.460%
4 6.463 741 744 776 rVV 1599890 1870178 46.26% 8.233%
5 6.692 780 783 805 rvVv 470176 669616 16.57% 2.948%

6.851 805 810 839 rVVv 2422452 2575172 63.70% 11.337%
7.263 875 880 914 rBV 1699988 2275413 56.29% 10.017%
7.975 997 1001 1028 rBV 649311 856095 21.18% 3.769%
9.051 1179 1184 1203 rBV 3611909 4042339 100.00% 17.795%
9.722 1294 1298 1320 rBV 969740 1003157 24.82% 4.416%

=
QO ~NO®

11 10.510 1428 1432 1460 rBV 1297310 1656225 40.97% 7.291%
12 11.198 1546 1549 1572 rBV 774288 989037 24.47% 4 _.354%
13 11.739 1638 1641 1644 rBV 42808 51452 1.27% 0.227%
14 12.786 1814 1819 1834 rBV 3279914 3612397 89.36% 15.903%
15 13.827 1992 1996 2013 rVB 577074 689065 17.05% 3.033%

16 14.592 2122 2126 2130 rBV 79813 75321 1.86% 0.332%
17 14.904 2173 2179 2188 rBV 97951 113413 2.81% 0.499%
18 15.227 2229 2234 2252 rVB2 338660 663890 16.42% 2.923%
19 15.645 2299 2305 2313 rBV 81417 110922 2.74% 0.488%
20 16.098 2377 2382 2394 rVB 41195 73030 1.81% 0.321%

Sum of corrected areas: 22715565
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109837.D

Aca On : 12 Oct 2018 16:51

Operator : JU/SJ

ﬁ?ggle i J5371-12 100818-SIDI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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: BF109837.D
3500000

3000000
2500000 6.85

2000000

6.46 7.26

1500000
1000000

500000 5.31

o= e ey L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109837.D
3500000 9|05

3000000
2500000
2000000

1500000 10.51

9.72
1000000 11.20
7.97

500000 k\‘__ A\_
\ 11.74
0 P

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109837.D
3500000

3000000
2500000
2000000
1500000
1000000

13.83
500000 15.23

1459 14.90 ]\ 1564 1610
A A AN

o Sttt

T 1
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

I
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109837.D

Aca On : 12 Oct 2018 16:51

Operator : JU/SJ

ﬁ?ggle i J5371-12 100818-SIDI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5

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

4.89 2.73 ng 91419 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 477 (4.893 min): BF109837.D (-473) (-) m/z 43.00 100.00%
a3
5000 59
T 450 450 500 520
83 : - : :
o...,....,....,....','::..‘??.-:I,....,....,.~...,....,|....,....,....,....,...., m/z 59.00 51.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 R U R R
4.60 4.80 5.00 5.20
59 101 m/z 101.10 20.45%
0 o ) | o @y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 5.00 520
5000 m/z 58.10 15.55%
29 101
N I Il 73 83
RN A R N LA SN AR RN RSN SARAN LRSS SARAN AR BUARE
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
50 4.60 4.80 5.00 5.20
m/z 41.10 9.19%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 5.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\

BF109837.D

12 Oct 2018 16:51

Ju/SsJ

J5371-12 100818-SIDI-E-D-M
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 unknown6.46 Concentration Rank 2

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

6.46 55.86 ng 1870180 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 743 (6.457 min): BF109837.D (-741) (-) m/z 132.00 100.00%
5000 68 A\_
© sy I P J "ok 640 660 650
ol A8 LN~ m/z 68.05 47.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 N UL AR L
6.20 6.40 6.60 6.80
33 44 o 105 m/z 66.00 31.42%
ol 60 0 115
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
“ 6.20 6.40 6.60 6.80
5000 og 116 m/z 134.00 31.18%
N PO T IIﬂQ7 ‘ S 188 189
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e R
132 6.20 6.40 6.60 6.80
m/z 69.05 20.31%
117
5000
29 91
7 LG e | oy
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF100818.

M Mon Oct 15 08:59:42 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109837.D

Aca On : 12 Oct 2018 16:51

Operator : JU/SJ

ﬁ?ggle i J5371-12 100818-SIDI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.27 ng 75321 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2126 (14.592 min): BF109837.D (-2122) (-) m/z 57.05 100.00%
57
85
5000

14.20 14.40 14.60 14.80 15.00

3 141 169 209
o....,| " | — m/z 71.10 74.22%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.20 14.40 14.60 14.80 15.00
m/z 43.05 69.57%
29 13 44
oL L, j ﬂ Lo 141,169 197 225 253 205 323 367
i e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
T T TR
85 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 60.51%
29 113
R R J | 141,169 197 225 253 296
bl e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e  EARaaREE R S
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 24 _40%
5000 85
113
oL 3 ‘} L 141,169 197 239 267 204 323 352
R T B A B e M
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109837.D

Aca On : 12 Oct 2018 16:51

Operator : JU/SJ

ﬁ?ggle i J5371-12 100818-SIDI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heneicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.90 3.42 ng 113413 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
Abundance Scan 2178 (14.898 min): BF109837.D (-2173) (-) m/z 57.10 100.00%

57
85
5000
113 14.60 14.80 15.00 15.20
141 169
ol,l e T R S m/z 71.10 72.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.60 14.80 15.00 15.20

m/z 43.05 64.63%
29 | ]113 141 169
ol by [ TP 107 225 263 296
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
T T T T
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 52.37%
113
oL i L it 169 197 25 o5y 262
e L T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R e
57 14.60 14.80 15.00 15.20
m/z 55.00 21.91%
5000 85
29
. | j I i J11}3J 141160 197 225 253 205 323 367
e T BB SR B T
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109837.D

Aca On : 12 Oct 2018 16:51

Operator : JU/SJ

ﬁ?ggle i J5371-12 100818-SIDI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 6 2-methyloctacosane Concentration Rank 4

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

15.64 3.34 ng 110922 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2304 (15.639 min): BF109837.D (-2299) (-) m/z 57.05 100.00%

57
85
5000
J | “113 141 169 209 281 306 15.40 15.60 15.80 16.00
ol b A e m/z 71.10 74.95%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000

15.40 15.60 15.80 16.00
m/z 43.10 60.39%

29 113
oLl J L4241 169 197 225 253 296
e I e B e e e e IR e e e LA I e i o |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
T T T T T
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 55.06%
113
N L LT 241 169 197 225 267 205 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 15.40 15.60 15.80 16.00
m/z 55.00 21.33%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
et e e e T T
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109837.D

Aca On : 12 Oct 2018 16:51

Operator : JU/SJ

ﬁ?ggle i J5371-12 100818-SIDI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.20 ng 73030 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 2382 (16.098 min): BF109837.D (-2377) (-) m/z 57.05 100.00%
57
85
5000
113
141 208 15.80 16.00 16.20 16.40
ol .”,.'|."..',’r.6:?..,~....,....,....,...., m/z 71.10 84.95%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.80 16.00 16.20 16.40
m/z 43.05 68.09%
29 113
oL Lt VM 100 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.10 58.35%
113
o 2. J‘I“L | 77,141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57 15.80 16.00 16.20 16.40
m/z 69.00 28.21%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF101218\

Data File : BF109837.D

Acq On : 12 Oct 2018 16:51

Operator : JU/SJ

3?22'6 i J5371-12 100818-SIDI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
2-Pentanone, 4-hy... 4.89 2.7 ng 91419 1 6.69 669616 20.0
unknown6 .46 6.46 55.9 ng 1870180 1 6.69 669616 20.0
Hexacosane 14.59 2.3 ng 75321 6 15.23 663890 20.0
Heneicosane 14.90 3.4 ng 113413 6 15.23 663890 20.0
2-methyloctacosane 15.64 3.3 ng 110922 6 15.23 663890 20.0
Octacosane 16.10 2.2 ng 73030 6 15.23 663890 20.0
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