LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109076.D

Aca On : 18 Sep 2018 4:55

Operator : JU/SJ

Sample : J4907-01

Misc :

ALS Vial : 38 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-BF091418 .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 4.895 432 435 447 rVB 164084 180378 4 .80% 0.771%
2 5.325 504 508 511 rBY 1240194 1091816 29.07% 4.664%
3 6.348 678 682 689 rBV 937347 724732 19.30% 3.096%
4 6.489 701 706 709 rBVY 2186095 2033170 54.14% 8.685%
5 6.719 742 745 749 rBV 975986 750539 19.99% 3.206%
6 6.878 768 772 775 rBVY 3238357 2715383 72.31% 11.599%
7 7.283 835 841 844 rBVY 2397166 2282186 60.77% 9.749%
8 8.001 959 963 966 rBY 1121067 856809 22.82% 3.660%
9 9.077 1142 1146 1149 rBV 4097073 3755214 100.00% 16.041%
10 9.466 1210 1212 1215 rBV 48019 42168 1.12% 0.180%

11 9.748 1257 1260 1264 rBV2 1020521 858794 22.87% 3.668%
12 10.530 1390 1393 1405 rBV 1535707 1536389 40.91% 6.563%
13 11.224 1508 1511 1515 rBV 955415 848233 22.59% 3.623%
14 12.648 1749 1753 1758 rBV2 35599 43625 1.16% 0.186%
15 12.812 1776 1781 1784 rBV 3933336 3752456 99.93% 16.029%

16 13.718 1931 1935 1945 rBvV 54055 94909 2.53% 0.405%
17 13.854 1954 1958 1961 rBVY 1007089 924203 24.61% 3.948%
18 14.636 2088 2091 2096 rBvV 51061 46818 1.25% 0.200%
19 14.954 2142 2145 2150 rVB 58487 60496 1.61% 0.258%
20 15.254 2191 2196 2201 rBV 555157 642425 17.11% 2.744%
21 15.306 2202 2205 2212 rVB 52402 72241 1.92% 0.309%
22 15.712 2270 2274 2278 rVB 42207 55808 1.49% 0.238%
23 16.183 2349 2354 2359 rBV3 26198 41383 1.10% 0.177%
Sum of corrected areas: 23410175
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\

BF109076.D

18 Sep 2018  4:55

Jus/sJ

J4907-01

38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091418 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109076.D

Aca On : 18 Sep 2018 4:55

Operator : JU/SJ

Sample : J4907-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.

4.90 4.81 ng 180378 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 436 (4.901 min): BF109076.D (-432) (-) m/z 43.00 100.00%
43.0
59.1
5000
o a0 4k 5b0 520
83.0 : : :
o...,....,....,....','::.?,1'.0.:!,....,....,.~...,...:,|....,. m/z 59.10 56.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R L L
59.0 460 480 500 520
m/z 101.10 20.64%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.00 14 .89%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4—methy|— LI L B LB L N B |
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.89%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ ‘\ \‘ 510“‘ . “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109076.D

Aca On : 18 Sep 2018 4:55

Operator : JU/SJ

Sample : J4907-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 2

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

6.49 54.18 ng 2033170 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 706 (6.489 min): BF109076.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PSSR AR RS AR
400 40 | 6.20 6.40 6.60 6.80
Ottt el 780 L ageo W w/z 68.10  40.36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI R R

6.20 6.40 6.60 6.80
m/z 134.00 33.48%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
AR REREE R S
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 25.08%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine — e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.03%
97.0
5000
70.0
31.0 52.0
o | [ , 860 | 1070M80 |
L B B e e AN RS RS o AR RS R S
m/z--> 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\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109076.D

Aca On : 18 Sep 2018 4:55

Operator : JU/SJ

Sample : J4907-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.05 ng 94909 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 87
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 87
Abundance Scan 1935 (13.718 min): BF109076.D (-1931) (-) m/z 43.05 100.00%
43.0
83.0
5000
25.1 IR AU BN U
1 207.0 281.0 13.40 13.60 13.80 14.00
0 o e e m/z 57.05 92 .43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0
5000 LA AR SRR SRR SRR
1340 13.60 13.80 14.00
m/z 83.05 71.57%
N ! I 3?? ;81022202640 306.0 348.0 392.0 437.0 488.0
m/z--> 50 160 150 200 250 300 350 400 450 '
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.00 69.23%
0 [LLAL L], 90 2380 2830 434.0
m/z--> 50 100 150 200 2éo 300 350 400 450 '
Abundance #205392: Trichloroacetic acid, hexadecy! ester R R e R
43.0 13.40 13.60 13.80 14.00
83.0 m/z 97.05 63.73%
5000
25.0
0 196.0
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109076.D

Aca On : 18 Sep 2018 4:55

Operator : JU/SJ

Sample : J4907-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.
15.31 2.25 ng 72241 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2206 (15.312 min): BF109076.D (-2202) (-) m/z 57.05 100.00%
5%.0
5000
99.0 LI BN BURRURE U
ﬂ 155.1 197.1 283.0 15.00 15.20 15.40 15.60
O/ L N5 B B0 0 O i i - 0 — m/z 71.05 69.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 U SRR DR DU B
mmmmmmmm
99.0 m/z 85.10 55.71%
L2500 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #194493: Hexacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 43.00 50.72%
99.0
oL 14 L)) | , 1410 1830 225.0 267.0 309.0  367.0
m/z--> éo 160 1éo 200 2éo 360 3%0 460
Abundance #219831: Triacontane A E
57.0 15.00 15.20 15.40 15.60
m/z 55.00 23.59%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(|)O 15. oo 15 20 15. 40 15|60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091718\
Data File : BF109076.D

Acq On : 18 Sep 2018 4:55

Operator : JU/SJ

Sample - J4907-01

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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._.90 4.8 ng 180378 1 6.72 750539 20.0
unknown6 .49 6.49 54_.2 ng 2033170 1 6.72 750539 20.0
Octacosyl trifluo... 13.72 2.0 ng 94909 5 13.85 924203 20.0
Heneicosane 15.31 2.3 ng 72241 6 15.25 642425 20.0
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