LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096004.D

Aca On 19 Jun 2017 14:02 Instrument :

Operator : SJ/MA EﬁAfs el
- _ lentosampleld :

a?zgle : 13715-08 COB1417.5

ALS Vial : 7 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-BF060517.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 1.557 10 12 55 rvB 1787708 3818733 100.00% 17.167%
2 4.510 509 514 535 rBV 53291 181111 4.74% 0.814%
3 5.192 626 630 656 rBV 886510 1804292 47 .25% 8.111%
4 6.875 912 916 926 rBVY 1085985 1730616 45.32% 7.780%
5 6.963 926 931 947 rVB 1373616 2181095 57.12% 9.805%

7.304 985 989 1006 rVB 292513 419015 10.97% 1.884%
7.539 1024 1029 1043 rBV 1041460 1495317 39.16% 6.722%
8.227 1141 1146 1175 rBV 732230 1185900 31.05% 5.331%
9.333 1330 1334 1351 rBV 382903 595115 15.58% 2.675%
11.116 1631 1637 1654 rBV 1739030 2373336 62.15% 10.669%

=
QO ~NO®

11 11.815 1751 1756 1767 rBV 376497 508033 13.30% 2.284%
12 12.157 1809 1814 1819 rBV2 525306 688032 18.02% 3.093%

13 12.198 1819 1821 1827 rVB2 32458 39819 1.04% 0.179%
14 13.010 1953 1959 1965 rBV 38299 51781 1.36% 0.233%
15 13.451 2029 2034 2050 rBV 855513 1289568 33.77% 5.797%
16 13.780 2086 2090 2093 rBV2 42082 61154 1.60% 0.275%
17 14.551 2217 2221 2236 rVB 470875 699454 18.32% 3.144%
18 15.574 2392 2395 2402 rVB3 28824 41505 1.09% 0.187%
19 16.698 2580 2586 2594 rBV3 32349 67776 1.77% 0.305%

20 16.933 2620 2626 2636 rVB 1645016 2047693 53.62% 9.205%

21 18.192 2835 2840 2850 rBV2 42427 74883 1.96% 0.337%
22 18.280 2850 2855 2865 rBV 355851 533793 13.98% 2.400%
23 19.950 3135 3139 3153 rBvV 224969 356734 9.34% 1.604%

Sum of corrected areas: 22244755
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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:\HPCHEMI\BNA F\DATA\BF061917\

BF096004.D

19 Jun 2017 14:02

SJ/MA

13715-08

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .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:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096004.D

Aca On 19 Jun 2017 14:02

Operator : SJ/MA

Sample : 13715-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.51 8.64 ng 181111 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 514 (4.510 min): BF096004.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S
| 83.0 420 4.40 4.60 4.80
ottt m/z 59.00 62.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I L
59.0 420 440 460 480
m/z 101.00 23.22%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
N A RS AR RARRS
420 4.40 4.60 4.80
5000 m/z 58.00 14.67%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- R
43.0 420 4.40 4.60 4.80
m/z 41.10 8.79%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w ”'I”"I”"J"W"'W
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096004.D

Aca On 19 Jun 2017 14:02

Operator : SJ/MA

Sample : 13715-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 unknown6.96 Concentration Rank 2

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

6.96 104.11 ng 2181100 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 931 (6.963 min): BF096004.D (-926) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 TTTTTTTT T T T T T T T T T
401 540 6.60 6.80 7.00 7.20
Obrrrerrerrre e e 830 2070 m/z 68.05 37.05%
m/z--> 10 20 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 NS SN U R

660 6.80 7.00 7.20
m/z 134.00 32.15%

31.0 51.0
0 L1 H I, !
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
B B R E B
6.60 6.80 7.00 7.20
5000 67.0 m/z 66.05 21.40%
41.0 53.0 97.0 1170
79.0 '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-  EEaa e o A
132.0 6.60 6.80 7.00 7.20
m/z 96.10 13.82%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096004.D

Aca On 19 Jun 2017 14:02

Operator : SJ/MA

Sample : 13715-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 6 Acetic acid, chloro-, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.19 2.81 ng 74883 Chrysene-di12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 94
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CIl02 1000283-05-1 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 2840 (18.192 min): BF096004.D (-2835) (-) m/z 83.05 100.00%
43.0] 83.0
5000
25.1 LRI IR AR B B
ll | 2341 17.80 18.00 18.20 18.40 18.60
(I e — m/z 57.10 97.51%
m/z--> 50 100 150 200 250 300 350
Abundance #159657: Acetic acid, chloro-, hexadecy! ester
43.0| 83.0
5000 ARV DR
11.0 17.80 18.00 18.20 1840 18.60
‘ ‘ m/z 43.05 95.09%
o AL | o0 | sseozso e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 (97.0
17.80 18.00 18.20 18.40 18.60
5000 m/z 55.00 76.57%
139.0
oL SOl L i) 18B8C 209.02380 27803080 34803780
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol AR BRI
430 830 17.80 18.00 18.20 18.40 18.60
‘ m/z 69.00 75.66%
5000 110
oLt ” B! ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 300 3&1;0 17.I80 18.|00 18.|20 18.|40 18.|60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061917\
Data File : BF096004.D

Acq On 19 Jun 2017 14:02

Operator : SJ/MA

Sample : 13715-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.51 8.6 ng 181111 1 7.30 419015 20.0
unknown6 .96 6.96 104.1 ng 2181100 1 7.30 419015 20.0
Acetic acid, chlo... 18.19 2.8 ng 74883 5 18.28 533793 20.0
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