LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098253.D

Acq On : 2 Sep 2017 18:39

Operator : SJ/JU

Sample - 15074-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 height area % max. total
1 4.904 474 479 491 rVB 166604 231059 9.25% 1.129%
2 5.322 545 550 553 rBV 2479084 2373714 95.01% 11.594%
3 6.357 720 726 729 rBV 2475021 2498354 100.00% 12.203%
4 6.481 742 747 750 rBV 2636189 2432284 97.36% 11.880%
5 6.710 782 786 789 rBVY 813880 640505 25.64% 3.129%

6.869 808 813 816 rBV 1964709 1850415 74.07% 9.038%
7.275 877 882 885 rBV 1589416 1558893 62.40% 7.614%
7.992 1000 1004 1014 rBV 924897 799403 32.00% 3.905%
9.069 1182 1187 1190 rBV 2761781 2425193 97.07% 11.846%
9.463 1251 1254 1262 rBV 274646 221371 8.86% 1.081%

=
QO ~NO®

11 9.745 1298 1302 1311 rVB 806498 697920 27.94% 3.409%
12 10.533 1432 1436 1443 rBV 1054752 989431 39.60% 4._.833%
13 10.651 1453 1456 1461 rBV 25959 28869 1.16% 0.141%
14 11.228 1550 1554 1557 rBV 649024 562864 22.53% 2.749%
15 12.810 1819 1823 1827 rBV 1845476 1680762 67.27% 8.210%

16 13.710 1972 1976 1984 rBV 85432 114963 4.60% 0.562%
17 13.857 1994 2001 2005 rBV 664232 647747 25.93% 3.164%

18 14.345 2081 2084 2090 rBV2 61963 80608 3.23% 0.394%
19 15.268 2236 2241 2251 rBV 502585 638838 25.57% 3.120%

Sum of corrected areas: 20473193
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090217\

BF098253.D

2 Sep 2017 18:39

SJ/Ju

15074-08

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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\BF090217\
Data File : BF098253.D

Acq On : 2 Sep 2017 18:39

Operator : SJ/JU

Sample : 15074-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
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.

4.90 7.21 ng 231059 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 9

Abundance Scan 478 (4.899 min): BF098253.D (-474) (-) m/z 42.95 100.00%
a3
59
5000
101 B SAREE SARA ULLE SRR
53 83 | 460 4.80 5.00 5.20
o) EEEEEEESROY 17 PRI | RS oMM i FEMS m/z 59.10 59.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R N L L A
59 460 480 500 520
m/z 101.10 20.39%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.00 17.87%
101
15 97 . 71
o 33 49 56 62 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R i a ma
509 4.60 4.80 5.00 5.20
31 m/z 41.10 8.94%
5000 41
73
0 1\5 ‘ /| 147 53\‘ , ‘ 87 102
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:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098253.D

Acq On : 2 Sep 2017 18:39

Operator : SJ/JU

Sample : 15074-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
= 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 unknown6.48 Concentration Rank 1

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

6.48 75.95 ng 2432280 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (6.481 min): BF098253.D (-742) (-) m/z 132.10 100.00%
132
5000 68
UL AR R L
6.20 6.40 6.60 6.80
o B E e m/z 68.10 47 .86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS AR R L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.83%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.10 29.22%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A T R
132 6.20 6.40 6.60 6.80
m/z 69.10 18.68%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | IS | |
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:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098253.D

Acq On : 2 Sep 2017 18:39

Operator : SJ/JU

Sample : 15074-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.71 3.55 ng 114963 Chrysene-d12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1976 (13.710 min): BF098253.D (-1972) (-) m/z 57.05 100.00%
57
139 207230 13.40 13.60 13.80 14.00
o! by = | m/z 83.05 97.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57 a3
5000
n 13.40 13.60 13.80 14.00
- 169 m/z 69.05 86.56%
0! |“|‘ I‘ I\H\i ‘l‘\ ‘I\hll?.o | | : Izﬁil : T |3|92| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 IR BN B
13.40 13.60 13.80 14.00
5000 111 m/z 55.00 84 _79%
29 139 199 210 255 406
O B e S e T T S et
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol B AR B REEEE T
55 83 13.40 13.60 13.80 14.00
m/z 43.05 82.08%
5000 111 M“Nrrﬂkavﬂhhﬁkuijwvjxwiﬁw
29
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098253.D

Acq On : 2 Sep 2017 18:39

Operator : SJ/JU

Sample : 15074-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
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 Heptafluorobutyric acid, pe... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.35 2.49 ng 80608 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 2085 (14.351 min): BF098253.D (-2081) (-) m/z 83.05 100.00%
57 &3
5000 111 vr%w/aqﬂMmmwj\wavawmﬁwwv
l J139 209 14.00 14.20 14.40 14.60
ok Ml il g m/z 97.10 89.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 L SRR SN B B
1 14.00 14.20 1440 14.60
m/z 57.05 87 .54%
29 169
o .“. ey ‘l‘\lwhfl?lg‘l ‘. L ZJI-OI ; |25|5| T —— .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 97
14.00 14.20 14.40 14.60
5000 m/z 69.05 81.03%
125
o 29 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate T
57 14.00 14.20 14.40 14.60
83 m/z 55.00 79.48%
5000
111
29 169 238
ol I‘|| ‘Ixj h}?Q‘IL — f%? | ..2??, S — D —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090217\
Data File : BF098253.D

Acq On : 2 Sep 2017 18:39

Operator : SJ/JU

Sample - 15074-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7.2 ng 231059 1 6.71 640505 20.0
unknown6 .48 6.48 76.0 ng 2432280 1 6.71 640505 20.0
Heptafluorobutyri... 13.71 3.5 ng 114963 5 13.86 647747 20.0
Heptafluorobutyri... 14.35 2.5 ng 80608 5 13.86 647747 20.0
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