LSC Area Percent Report

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

Data File : BF109838.D

Aca On - 12 Oct 2018 17:18 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J5371-13 100818-SIDIF-)E-D-S
ALS Vial : 14 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 4.887 473 476 485 rBV 71131 89770 2.28% 0.420%
2 5.310 545 548 572 rBV 407053 668940 16.99% 3.127%
3 6.340 720 723 740 rBV 256691 523742 13.30% 2.448%
4 6.463 740 744 762 rVV 1503096 1622925 41.22% 7 .586%
5 6.692 780 783 805 rBV 471571 626108 15.90% 2.926%

6.851 805 810 829 rBV 2216964 2406735 61.13% 11.249%
7.263 875 880 912 rBV 1562913 2159915 54.86% 10.096%
7.975 997 1001 1029 rBV 595571 844237 21.44% 3.946%
9.051 1179 1184 1221 rBV 3576297 3937015 100.00% 18.402%
9.445 1248 1251 1259 rBvV 54817 72955 1.85% 0.341%

=
QO ~NO®

11 9.722 1294 1298 1312 rBV 909387 963083 24.46% 4.502%
12 10.510 1428 1432 1464 rBV 1108431 1525982 38.76% 7.133%
13 11.198 1546 1549 1574 rBV 733647 961602 24.42% 4._.495%
14 12.780 1814 1818 1836 rBV 2907033 3424619 86.99% 16.007%

15 13.698 1969 1974 1988 rBV5 20067 65958 1.68% 0.308%
16 13.827 1992 1996 2011 rVvVv 547373 657941 16.71% 3.075%
17 14.592 2123 2126 2132 rBV 46018 42475 1.08% 0.199%
18 14.904 2175 2179 2184 rBV 54127 59309 1.51% 0.277%
19 15.227 2229 2234 2254 rBV 313721 599856 15.24% 2.804%
20 15.645 2300 2305 2312 rBV 54764 81796 2.08% 0.382%
21 16.104 2373 2383 2390 rBV 30876 59686 1.52% 0.279%
Sum of corrected areas: 21394649
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LSC Report - Integrated Chromatogram

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

Data File : BF109838.D

Aca On 12 Oct 2018 17:18

Operator : JU/SJ

ﬁ?ggle i J5371-13 100818-SIDI-E-D-S
ALS Vial : 14 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109838.D
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Abundance TIC: BF109838.D
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Abundance TIC: BF109838.D
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Library Search Compound Report

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

Data File : BF109838.D

Aca On 12 Oct 2018 17:18

Operator : JU/SJ

ﬁ?ggle i J5371-13 100818-SIDI-E-D-S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 2.87 ng 89770 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 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 477 (4.893 min): BF109838.D (-473) (-) m/z 43.00 100.00%
43
59
5000
101 DN SARRE SRR AR
s 83 | 4.60 4.80 5.00 5.20
O e ot I L B I m/z 59.00 60.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I L L I
59 460 480 500 520
m/z 101.10 21.20%
o 25 3t 37 , 83 o3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 4.80 500 520
5000 m/z 58.00 14 .33%
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20
m/z 41.00 11.02%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

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

Data File : BF109838.D

Aca On 12 Oct 2018 17:18

Operator : JU/SJ

ﬁ?ggle i J5371-13 100818-SIDI-E-D-S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2 unknown6.46 Concentration Rank 2

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

6.46 51.84 ng 1622930 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 743 (6.457 min): BF109838.D (-740) (-) m/z 132.00 100.00%
132
5000 68 A\~
© s || s o0 640 660 650
0 e m/z 68.10 47 .91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR L RN I R
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 31.44%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

6.20 6.40 6.60 6.80
5000 m/z 65.95 30.42%
33 105
70
60 0 ‘

44
o | 1 8
,,,,, T
m/z--> 40 60 80 100 120 140 160 180
Abundance : i i

E s |
#52379: Tranylcypromine-propionyl R R EAREEmmmms
57 132 6.20 640 660 680

m/z 69.05 19.93%

74
116
5000 98
0 11 n ‘M 8\? \ﬂj()? “‘ Iy 158 189
LA I L B I i B LA L B ) B B

m/z--> 40 60 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 : BF109838.D

Aca On 12 Oct 2018 17:18

Operator : JU/SJ

ﬁ?ggle i J5371-13 100818-SIDI-E-D-S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.00 ng 65958 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 78
2 n-Tetracosanol-1 354 C24H500 000506-51-4 72
3 l1l-Hexacosanol 382 C26H540 000506-52-5 53
4 1-Tridecene 182 C13H26 002437-56-1 43
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 38
Abundance Scan 1974 (13.698 min): BF109838.D (-1969) (-) m/z 55.00 100.00%
55 97
5000
125
| 13.40 13.60 13.80 14.00
Ot 7 T m/z 97.10 98.58%
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55
|
5000 AU SN U
13.40 13.60 13.80 14.00
29 1u. m/z 57.00 94 .38%
ol 1139 168 195 224 252
m/z--> 50 100 150 200 2éo 300 350
Abundance #186969: n-Tetracosanol-1
43

13.40 13.60 13.80 14.00
5000 83 m/z 83.10 88.88%

18 111
0 | h‘t lle ‘jl}t | ,140 168 196 238 266 308 336
L i T T e L
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43 13.40 13.60 13.80 14.00
m/z 69.00 88.42%
5000 83
18 111
0 ‘ Ll les ' b | \139 168 196 224 252 278 308 336 364
....,... . P S S e
m/z--> 50 100 150 200 250 300 350 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 : BF109838.D

Aca On 12 Oct 2018 17:18

Operator : JU/SJ

ﬁ?ggle i J5371-13 100818-SIDI-E-D-S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.73 ng 81796 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 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2304 (15.639 min): BF109838.D (-2300) (-) m/z 57.05 100.00%
57
5000 8
I 113 15.40 15.60 15.80 16.00
“ | 141 183 207 281 . . . .
O A m/z 71.10 75.74%
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 43.05 59.58%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
" 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 51.35%
113
N L LT 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane
57 15.40 15.60 15.80 16.00
m/z 69.10 20.01%
5000 85
29 113 141
o 0L 77,18 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101218\
Data File : BF109838.D

Acq On : 12 Oct 2018 17:18

Operator : JU/SJ

Sample - Jb371-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 4.89 2.9 ng 89770
unknown6 .46 6.46 51.8 ng 1622930
5-Octadecene, (E)- 13.70 2.0 ng 65958
Heneicosane 15.64 2.7 ng 81796

8270-BF100818.M Mon Oct 15 08:59:57 2018

|--Internal Standard---|
Resp Conc]

|# RT

626108
626108
657941
599856

100818-SIDI-E-D-S
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