LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104734.D

Aca On - 24 Apr 2018 4:19 Instrument :
Operator : JU/SJ gﬁgiéam|em-
3?22 e J2494-06 042018-SIDIF-)E-U-B
ALS Vial : 35 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-BF040618.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

4.999 491 495 506 rBvV 81752 96686 2.71% 0.460%
5.422 563 567 582 rBVY 1089836 1017293 28.47% 4_.839%
rBv2 671777 745719 20.87% 3.547%
6.575 759 763 767 rBV 1972091 1847486 51.70% 8.788%
6.804 799 802 806 rBvV 865448 686954 19.22% 3.268%

abrwWNPEF
(9}
D
N
al
\l
w
\l
\l
N
=
\]
9]}
o

6 6.963 825 829 832 rBV 2779216 2456995 68.75% 11.687%
7 7.375 894 899 902 rBV 2026151 1963737 54.95% 9.341%
8 8.092 1017 1021 1026 rBV 1040883 919837 25.74% 4 _375%
9 9.169 1199 1204 1207 rBV 3836013 3573733 100.00% 16.999%
10 9.557 1265 1270 1278 rBV 57899 62775 1.76% 0.299%
11 9.769 1302 1306 1310 rBV 48066 37634 1.05% 0.179%
12 9.845 1314 1319 1329 rVV2 1114356 1028365 28.78% 4.892%
13 10.269 1388 1391 1394 rBV 56417 42769 1.20% 0.203%
14 10.639 1450 1454 1469 rBV 1431435 1332815 37.29% 6.340%
15 10.739 1469 1471 1481 rVB 43551 44497 1.25% 0.212%

16 11.339 1569 1573 1580 rBV 919775 906243 25.36% 4.311%
17 12.927 1838 1843 1846 rBV 3085402 3033223 84.88% 14.428%
18 13.816 1990 1994 2003 rBV2 81982 115903 3.24% 0.551%
19 13.980 2018 2022 2033 rVB 652618 616531 17.25% 2.933%
20 15.451 2267 2272 2282 rBV 360759 494057 13.82% 2.350%

Sum of corrected areas: 21023252
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042318\

BF104734.D

24 Apr 2018 4:19

JU/SJ

J2494-06 042018-SIDI-E-U-B
35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104734.D

Aca On - 24 Apr 2018 4:19

Operator : JU/SJ

ﬁ?ggle i J2494-06 042018-SIDI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 2.81 ng 96686 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 495 (4.999 min): BF104734.D (-491) (-) m/z 43.00 100.00%
43
59
5000
101 SRS SRS R
| 83 460 4.80 5.00 5.20 5.40
R A m e R a m/z 59.00 60.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR
460 4.80 5.00 5.20 5.40
59 101 m/z 101.00 23.41%
2‘\7\\35\\\‘ 51“ 67 83 91 “
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
460 480 500 520 5.40
5000 31 43 73 m/z 58.10 17.12%
51 84 101
mﬁmmwmmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911:L8—NonanemoL84nemyL S I L N L B
59 460 4.80 5.00 5.20 5.40
m/z 41.10 8.19%
5000
43
et o 8898 123 141 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104734.D

Aca On - 24 Apr 2018 4:19

Operator : JU/SJ

ﬁ?ggle i J2494-06 042018-SIDI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 2

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

6.57 53.79 ng 1847490 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104734.D (-759) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 _ 54 | 75 104 ‘ 6.20 6.40 6.60 6.80 7.00
..,....,....,...:".'.‘.‘?,::..??...' o kb el || M7z 68.00 42 72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR RRRRE SRR
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 30.60%
1, | 1
2> b B0 b B % 18 1 1 T 14
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .47%
104
T LT A, 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- O Eaa s o L  REmE
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.86%
5000
6 104
P 1% wur
1 Ll | I |
m/z--> 10 20 30 40 50 eb 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104734.D

Aca On - 24 Apr 2018 4:19

Operator : JU/SJ

ﬁ?ggle i J2494-06 042018-SIDI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.76 ng 115903 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1995 (13.821 min): BF104734.D (-1990) (-) m/z 57.05 100.00%
57, 83
5000 i
| 140 101 281 "' 13.60 13.80 14.00 14.20
— . | by m/z 83.05 95.17%
m/z--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
55 83
5000 111
13.60 13.80 14.00 14.20
29 m/z 69.00 92.85%
139
Sl B e e ge
m/z--> 50 100 150 200 250 300
Abundance
"' 1360 13.80 14.00 14.20
5000 111 m/z 97.05 89.65%
29
140 168 196 o 5om 342
m/z--> §0 160 150 260 2éo 300
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
47 8 13.60 13.80 14.00 14.20
m/z 55.00 85.98%
5000 111
29
,,‘\\‘,\‘L‘LIHIL A5P 167 193210 268 263 ot Sl
m/z--> 50 100 150 200 250 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\

Data File : BF104734.D

Acq On 24 Apr 2018 4:19

Operator : JU/SJ

ﬁ?ggle i J2494-06 042018-SIDI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 2.8 ng 96686 1 6.80 686954 20.0
unknown6 .57 6.57 53.8 ng 1847490 1 6.80 686954 20.0
n-Nonadecanol-1 13.82 3.8 ng 115903 5 13.98 616531 20.0
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