LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103953.D

Aca On : 27 Mar 2018 3:46

Operator : JU/SJ

Sample = J2050-07

Misc :

ALS Vial : 26 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-BF031518.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 2.316 33 39 47 rVB 428775 576388 14.48% 2.113%
2 5.204 527 530 540 rVB 60364 73152 1.84% 0.268%
3 5.598 592 597 600 rBY 1878043 1695160 42.57% 6.214%
4 5.922 649 652 664 rVB 54768 57104 1.43% 0.209%
5 6.592 762 766 779 rVB 1246877 1141581 28.67% 4.185%
6 6.745 787 792 795 rBV 3140728 2910818 73.10% 10.670%
7 6.975 827 831 834 rBV 975919 781215 19.62% 2.864%
8 7.133 853 858 861 rBY 3176837 2853354 71.66% 10.460%
9 7.539 921 927 930 rBVY 2306196 2234342 56.11% 8.190%
10 8.257 1045 1049 1051 rBVY 1201574 1050251 26.38% 3.850%
11 8.275 1051 1052 1059 rVvB 226421 175214 4._.40% 0.642%
12 9.069 1182 1187 1196 rBV 73863 64930 1.63% 0.238%
13 9.333 1227 1232 1235 rBV 4005375 3981725 100.00% 14.596%
14 9.716 1295 1297 1303 rVB 112239 99749 2.51% 0.366%
15 9.927 1329 1333 1337 rBvV 46284 40224 1.01% 0.147%
16 10.016 1344 1348 1351 rBV 1284459 1114175 27.98% 4.084%
17 10.045 1351 1353 1358 rVB 71461 64884 1.63% 0.238%
18 10.222 1380 1383 1386 rBvV 41019 40304 1.01% 0.148%
19 10.427 1415 1418 1421 rVB2 65169 55391 1.39% 0.203%
20 10.563 1438 1441 1448 rVB 56639 51951 1.30% 0.190%
21 10.810 1478 1483 1491 rBVY 2182828 2178782 54.72% 7.987%
22 10.904 1496 1499 1503 rBV 42377 45058 1.13% 0.165%
23 11.510 1598 1602 1605 rBVY 1139219 1007954 25.31% 3.695%
24 11.533 1605 1606 1610 rVB 75561 41464 1.04% 0.152%
25 12.586 1781 1785 1788 rBV3 33458 40403 1.01% 0.148%
26 12.727 1805 1809 1813 rVB 64465 59432 1.49% 0.218%

27 12.957 1842 1848 1852 rBV 103055 107041 2.69% 0.392%
28 13.098 1867 1872 1875 rBV 3283983 3111814 78.15% 11.407%
29 13.974 2016 2021 2029 rBV2 74288 87032 2.19% 0.319%
30 14.162 2048 2053 2056 rBV 812215 799513 20.08% 2.931%

31 15.245 2233 2237 2240 rBV 26792 42027 1.06% 0.154%
32 15.704 2309 2315 2325 rBV 503473 697292 17.51% 2.556%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103953.D

Aca On : 27 Mar 2018 3:46

Operator : JU/SJ

Sample = J2050-07

Misc :

ALS Vial : 26 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 27279724
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF032618\

BF103953.D

27 Mar 2018  3:46

JussJ

J2050-07

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103953.D

Aca On : 27 Mar 2018 3:46

Operator : JU/SJ

Sample = J2050-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.32 14.76 ng 576388 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 40 (2.322 min): BF103953.D (-33) (-) m/z 73.10 100.00%
73
5000 /\
43 55 87 Ay
| &7 220 240  2.60
Ot e e e Sl e e e | Mz 43.10 0 32.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 220 240 2.60
55 87 m/z 87.10 25.35%
I
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 [T
220 240  2.60
5000 41 55 m/z 55.05 22 _.31%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- L AL UL LA A
7B 220 240  2.60
m/z 71.10 11.10%
5000 43
58
0'I”Hm“”'ﬂl”l”"P'”I”'W'”'P'”I”'W'”'P'”I”" S SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103953.D

Aca On : 27 Mar 2018 3:46

Operator : JU/SJ

Sample = J2050-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 74.52 ng 2910820 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 793 (6.751 min): BF103953.D (-787) (-) m/z 132.00 100.00%
132
5000
68
% 640 6.60 680 7.00
40 54 : : : :
0 {8 % || m/z 134.00  34.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 BRSNS
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 68.10 30.21%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 18.69%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl- e e
132 6.40 6.60 6.80 7.00
m/z 96.00 13.00%
5000
15 28 39 52 83 77 90 104 .
e A A T ST Aa0Y A AT SRRy 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103953.D

Aca On : 27 Mar 2018 3:46

Operator : JU/SJ

Sample = J2050-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.18 ng 87032 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90

Abundance Scan 2020 (13.968 min): BF103953.D (-2016) (-) m/z 57.05 100.00%
7
83
5000 111
226
||| 165 191 | 281 1360 13.80 14.00 14.20
o—hMAWY gy 4oy m/z 43.05 85.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 AR A SN UL B
111 13.60 13.80 14.00 14.20
29 m/z 55.00 78.56%
0 b ‘ “ ‘\ \‘\ \‘\ 4 .169 210 23\8 283 434
m/z--> 50 200 250 300 350 400
Abundance
57
97 RN BRI U
13.60 13.80 14.00 14.20
5000 m/z 82.95 78.11%
29 125
o 154 182 210 238 283 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #164026: 1-Hexadecanesulfonyl chloride s e o
57 13.60 13.80 14.00 14.20

m/z 97.10 68 .06%

83
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o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032618\
Data File : BF103953.D

Acq On : 27 Mar 2018 3:46

Operator : JU/SJ

Sample - J2050-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.32 14.8 ng 576388 1 6.97 781215 20.0
unknown6.75 6.75 74.5 ng 2910820 1 6.97 781215 20.0
Heptadecyl heptaf... 13.97 2.2 ng 87032 5 14.16 799513 20.0
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