LSC Area Percent Report

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

Data File : BF109869.D

Aca On - 13 Oct 2018 7:47 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J5444-12 1&w1&ﬂPgF{}S
isc :

ALS Vial : 43 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 4.887 472 476 483 rBV 73324 97689 2.75% 0.528%
2 5.310 545 548 568 rBV 499760 744816 20.95% 4.027%
3 6.340 720 723 741 rBV 282611 533033 14.99% 2.882%
4 6.463 741 744 769 rVV 1635552 1736732 48.85% 9.390%
5 6.692 780 783 805 rBV 447405 601172 16.91% 3.251%

6.851 805 810 839 rBV 2398074 2514032 70.71% 13.593%
7.263 875 880 904 rBV 1524591 2069814 58.21% 11.191%
7.975 997 1001 1025 rBV 565216 736311 20.71% 3.981%
9.051 1179 1184 1209 rBV 3356345 3555486 100.00% 19.224%
9.445 1248 1251 1259 rBvV 38379 44309 1.25% 0.240%

=
QO ~NO®

11 9.722 1294 1298 1318 rBV 670436 739860 20.81% 4_.000%
12 10.510 1428 1432 1450 rBV 759185 1079207 30.35% 5.835%
13 11.198 1546 1549 1573 rBV 400429 580284 16.32% 3.138%
14 12.780 1813 1818 1835 rBV 2247558 2263031 63.65% 12.236%

15 13.686 1968 1972 1985 rBV6 12019 42886 1.21% 0.232%
16 13.827 1992 1996 2008 rBvV 389631 504064 14.18% 2.725%
17 14.592 2122 2126 2131 rBvV 42000 36773 1.03% 0.199%
18 14.657 2134 2137 2143 rVV 43131 40595 1.14% 0.219%
19 14.898 2175 2178 2184 rBV 43211 46646 1.31% 0.252%
20 15.227 2229 2234 2246 rBV 229377 435702 12.25% 2.356%
21 15.639 2297 2304 2311 rBV 36001 55592 1.56% 0.301%
22 16.098 2376 2382 2387 rBV2 21760 36563 1.03% 0.198%
Sum of corrected areas: 18494597
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
BF109869.D
13 Oct 2018 7:47

J5444-12

43

TIC Library :

- JU/SJ

Samp

le Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

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

101018-TIPC-F-D-S
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Library Search Compound Report

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

Data File : BF109869.D

Aca On - 13 Oct 2018 7:47

Operator : JU/SJ

ﬁ?ggle i J5444-12 101018-TIPC-F-D-S
ALS Vial : 43 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 3

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

4.89 3.25 ng 97689 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 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 477 (4.893 min): BF109869.D (-472) (-) m/z 43.00 100.00%
43
59
5000
101 IR SARRE SRR AR
| 83 | 4.60 4.80 5.00 5.20
o} A 1| NSNSV | M.+ M EN— m/z 59.00 55.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L UL
59 460 480 500 5.20
m/z 101.00 22 .03%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
460 4.80 500 520
5000 m/z 58.00 15.86%
101
o 15 253137 || 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 4.60 4.80 5.00 5.20
m/z 41.00 9.95%
5000
101
15 97 71
0 ‘ 10,33 1l 49 ¥ 62 | 77 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 : BF109869.D

Aca On - 13 Oct 2018 7:47

Operator : JU/SJ

ﬁ?ggle i J5444-12 101018-TIPC-F-D-S
ALS Vial : 43 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 2 unknown6.46 Concentration Rank 2

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

6.46 57.78 ng 1736730 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.457 min): BF109869.D (-741) (-) m/z 132.00 100.00%
132
5000 A\_
" 620 6.40 6.60 6.80
01 m/z 68.05 47 .00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A R LS IR
620 6.40 6.60 6.80
33 44 . 97 105 m/z 134.00 31.29%
0*ﬁ*ﬁﬂ*ﬁﬁjﬁﬁTLiiﬁfﬁﬁTF;ELEgFTLrJ*ﬁEEr*ﬁTiﬁT"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
" 620 6.40 6.60 6.80
5000 m/z 66.00 30.77%
104
ol 14 27 37 44 51 5 % T g9 97 | 15 “
2> 30 % 4 o B T o g 1% 16 1 130 150
Abundance #14079: Benzene, l—ethenyl—3,5—dimethy|— LIS L L L L L
132 620 6.40 6.60 6.80
117 m/z 69.10 19.87%
5000
20 - 91
0 ..,.1.?.,..?.7,....,....,..:‘3.8,....,....,?ﬁ‘..,...g.fﬁ..o..,....,....,... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF109869.D

Aca On - 13 Oct 2018 7:47

Operator : JU/SJ

ﬁ?ggle i J5444-12 101018-TIPC-F-D-S
ALS Vial : 43 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.14 ng 46646 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2178 (14.898 min): BF109869.D (-2175) (-) m/z 57.05 100.00%
57
85
5000
| | 14.60 14.80 15.00 15.20
ol bl S 2 % m/z 71.05 74.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.60 14.80 15.00 15.20
m/z 43.05 64.21%

113

29|

oL AT 200 197 225 253 295 323 7
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
B LI B o
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 54 _12%
29
DL L R e 160 197 240
ot e ey e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane s B
57 14.60 14.80 15.00 15.20
m/z 55.00 24 _.58%
5000 85
29 113
0 | I | 770,141 169 197 225 253 281 309 338
— ettt R A
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 : BF109869.D

Aca On - 13 Oct 2018 7:47

Operator : JU/SJ

ﬁ?ggle i J5444-12 101018-TIPC-F-D-S
ALS Vial : 43 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.55 ng 55592 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2304 (15.639 min): BF109869.D (-2297) (-) m/z 57.10 100.00%
57
85
5000
| “ “|3 207 " 15.40 15.60 15.80 16.00
o Ll “'....,....,.... T m/z 71.10 81.50%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

15.40 15.60 15.80 16.00
m/z 43.05 64.16%

29
LT ﬂ1}3‘1§1 169 107 225 253 295 323 367
S I e e B
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
T e
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 56.13%
29 113 141
o UL L) 57,18 169 197 225 253 281 309 337 380
bl g S e R
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 15.40 15.60 15.80 16.00
m/z 55.00 24 _37%
5000 85
113
N T 4 169 197 225 267 295 365 393
R [ e M e i s = = SOV
mz--> 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\HPCHEMI\BNA_F\DATA\BF101218\

Data File : BF109869.D

Acq On : 13 Oct 2018 7:-47

Operator : JU/SJ

ﬁ?ggle i J5444-12 101018-TIPC-F-D-S
ALS Vial : 43 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 3.3 ng 97689 1 6.69 601172 20.0
unknown6 .46 6.46 57.8 ng 1736730 1 6.69 601172 20.0
Hexacosane 14.90 2.1 ng 46646 6 15.23 435702 20.0
Heptacosane 15.64 2.5 ng 55592 6 15.23 435702 20.0
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