LSC Area Percent Report

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

Data File : BF109836.D

Aca On : 12 Oct 2018 16:24 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J5371-11 100818-SIDIF-)E-D-B
ALS Vial : 12 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

Title

Signal

peak R.T.

# min

1 4.887
2 5.310
3 6.340
4 6.463
5 6.693
6 6.851
7 7.263
8 7.975
9 9.051
10 9.445
11 9.722
12 10.510
13 11.198
14 12.786
15 13.704
16 13.827
17 14.592
18 14.904
19 15.227
20 15.645
21 16.104

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

first
scan

TIC

max

PK peak
TY heiaht
rBv 54970
rBv 502949
rBv 297158
rvv 1645758
rBv 443284
rBV 2392797
rBV 1594928
rBv 604161
rBV 3643372
rBv 52681
rBv 890974
rBV 1296840
rBv 745983
rBV 3044269
rBv5 24336
rvB 508783
rvB 64404
rBv 80737
rBv 317712
rBv2 65361
rvB2 36124
of corrected

8270-BF100818.M Mon Oct 15 08:59:24 2018

80135
754871
563116

1769947
597613

2501364
2176187
802845
3913953
65036

936048
1588514
913617
3421969
69452

635231
57568
83494

598116
95561

63549

areas:

corr.
% max.
2.05%
19.29%
14 _.39%
45.22%
15.27%

63.91%
55.60%
20.51%
100.00%
1.66%

23.92%
40.59%
23.34%
87.43%

1.77%

16.23%
1.47%
2.13%

15.28%
2.44%

1.62%

21688186

2.596%
8.161%
2.755%

11.533%
10.034%
3.702%
18.046%
0.300%

4.316%
7.324%
4.213%
15.778%
0.320%

2.929%
0.265%
0.385%
2.758%
0.441%

0.293%
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109836.D

Aca On : 12 Oct 2018 16:24

Operator : JU/SJ

Sample : J5371-11

Misc :

ALS Vial : 12 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

100818-SIDI-E-D-B
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3500000
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===
Time-->
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0
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10.51
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’N
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Time-->
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k 9.45
T

11.50

12.00

12.50

13.00
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2500000
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0
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15.64 16.10

13.7 14;\59 14/-{ 90

Time-->

13.50

e
T T T LI B

14.00 14.50

15.50 16.00 16.50

15.00

17.00

1
17.50

I
18.00

18.50

8270-BF100818.

M Mon Oct 15 08:59:24 2018

Page: 2




Library Search Compound Report

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

Data File : BF109836.D

Aca On : 12 Oct 2018 16:24

Operator : JU/SJ

ﬁ?ggle i J5371-11 100818-SIDI-E-D-B
ALS Vial : 12 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 2.68 ng 80135 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 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 28
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 477 (4.893 min): BF109836.D (-473) (-) m/z 43.00 100.00%
43
59
5000
101 )
| 83 4.60 4.80 5.00 5.20
ot et e e e e m/z 59.00 57.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U N S R
4.60 4.80 5.00 5.20
59 m/z 101.00 23.33%
o 21 37| 53 | 67 778 o1 O
O A D 0" 0 S " " A AP AN
Abundance #8344 3-Hexanol, 4-methyl-
59
460 4.80 5.00 520
5000 41 m/z 58.10 16.60%
69 87
15 \‘ 53 %8
0"w"'w'"w"'w"'w'"w"'h"'w"'w"'w"'w
m/z--> 10 20 60 70 80 90 100 110
Abundance #4119. Butyl aldoxime, 3-methyl-, syn-
59 4.60 4.80 5.00 5.20
m/z 41.00 9.23%
41
5000
86
0 ‘ 51 il 6\9 ‘ 101
mz-> 10 20 30 4 50 60 7 8 9 100 110 460 480 5.00 5.20
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

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

- BF109836.D

- 12 Oct 2018 16:24

- JUu/SJ

: J5371-11 100818-SIDI-E-D-B
12 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

8270-BF100818.M Mon Oct 15 08:59:25 2018

TIC Library

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 unknown6.46 Concentration Rank 2

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

6.46 59.23 ng 1769950 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-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 743 (6.457 min): BF109836.D (-741) (-) m/z 132.00 100.00%
5000 68 N
96 PSSR S S
40
54 620 6.40 6.60 6.80
ol .ﬂf??.w%ﬁ..,..J.“...,....,”.. m/z 68.05 48.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 ILESE SRRSE RN AR
6.20 6.40 6.60 6.80
33 44 o 105 m/z 66.00 31.08%
ol e 0 115 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80
5000 og 116 m/z 134.00 30.82%
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 L e L ERaas ma
132 620 6.40 6.60 6.80
m/z 69.05 19.83%
117
5000
39 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
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Library Search Compound Report

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

Data File : BF109836.D

Aca On : 12 Oct 2018 16:24

Operator : JU/SJ

ﬁ?ggle i J5371-11 100818-SIDI-E-D-B
ALS Vial : 12 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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.19 ng 69452 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Eicosanol 298 C20H420 000629-96-9 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 1974 (13.698 min): BF109836.D (-1968) (-) m/z 55.00 100.00%
55
5000
111
207 13.40 13.60 13.80 14.00
Ot m/z 83.10 95.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55
5000
13.40 13.60 13.80 14.00
29 m/z 57.00 87 .15%
o 168 196 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
13.40 13.60 13.80 14.00
5000 m/z 69.05 80.14%
29
o il 167 196 224 252 280 308
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83 13.40 13.60 13.80 14.00
m/z 97.10 78.61%
5000
29
ob il 167 195 222 250 280 308 336
m/z--> ﬁbeb%mmmmmmmmnmmmmmmmmo 13.40 13.60 13.80 14.00
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Library Search Compound Report

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

Data File : BF109836.D

Aca On : 12 Oct 2018 16:24

Operator : JU/SJ

ﬁ?ggle i J5371-11 100818-SIDI-E-D-B
ALS Vial : 12 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 4
R.T. EstConc Area Relative to ISTD R.T.
14 .90 2.79 ng 83494 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2178 (14.898 min): BF109836.D (-2174) (-) m/z 57.05 100.00%
57
5000
% 14.60 14.80 15.00 15.20
141 . . .
o AWML 28 s Swa 7110 73,860
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
5000
14.60 14.80 15.00 15.20
m/z 43.05 70.30%
ol 2 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
14,60 14.80 15.00 15.20
5000 m/z 85.10 58.87%
99
ol | 141 183 225 267 309 367
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane R e B AR
57 14.60 14.80 15.00 15.20
m/z 55.00 21 .59%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L AN A A

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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 : BF109836.D

Aca On : 12 Oct 2018 16:24

Operator : JU/SJ

ﬁ?ggle i J5371-11 100818-SIDI-E-D-B
ALS Vial : 12 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.20 ng 95561 Perylene-di12 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 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2304 (15.639 min): BF109836.D (-2300) (-) m/z 57.05 100.00%
57
85
5000
N 18 42155 183 316 15.40 15.60 15.80 16.00
ol ol 302> 2 m/z 71.10 79.03%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.40 15.60 15.80 16.00
m/z 43.05 64 .86%
29 | 13 g4
ol LA LA |77 1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o " 15.40 15.60 15.80 16.00
5000 m/z 85.10 52.86%
29 113
oL L LT M 169 107 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #194500: Docosane, 11-butyl-
57 15.40 15.60 15.80 16.00
m/z 55.00 23.61%
5000 85
oL 3 1} [ M3 14 a0 2}0“239 267 399 336 366
m/z--> 5'0 1(')0 1&1,0 200 250 3(')0 351;0 15.'40 15.60 15.80 16.00

8270-BF100818.M Mon Oct 15 08:59:27 2018 Page: 7



Library Search Compound Report

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

Data File : BF109836.D

Aca On : 12 Oct 2018 16:24

Operator : JU/SJ

ﬁ?ggle i J5371-11 100818-SIDI-E-D-B
ALS Vial : 12 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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.12 ng 63549 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 2-methviltetracosane 352 C25H52 1000376-72-6 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2382 (16.098 min): BF109836.D (-2377) (-) m/z 57.10 100.00%
57
85
5000
113 TEen 1R 1R 1a a0
155 15.80 16.00 16.20 16.40
| o2 86 w/z 71.10 72.03%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
15.80 16.00 16.20 16.40
113 m/z 85.10 67.47%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #185534: 2-methyltetracosane
57
15.80 16.00 16.20 16.40
5000 85 m/z 43.00 55.16%
29 113
oL il \l Ll 241 169 107 205 253 309 337
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane L AR
57 15.80 16.00 16.20 16.40
m/z 99.10 22 .48%
85
5000
29 113
oL L by | 717 141 160 197 225 53 296
m/z--> 50 100 150 200 250 300 350 ' 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 : BF109836.D

Acq On : 12 Oct 2018 16:24

Operator : JU/SJ

3?22'6 i J5371-11 100818-SIDI-E-D-B
ALS Vial : 12 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 80135 1 6.69 597613 20.0
unknown6 .46 6.46 59.2 ng 1769950 1 6.69 597613 20.0
n-Nonadecanol-1 13.70 2.2 ng 69452 5 13.83 635231 20.0
Heneicosane 14.90 2.8 ng 83494 6 15.23 598116 20.0
Hexacosane 15.64 3.2 ng 95561 6 15.23 598116 20.0
2-methyloctacosane 16.10 2.1 ng 63549 6 15.23 598116 20.0
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