LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095720.D

Acq On : 6 Jun 2017 21:04

Operator : SJ/MA

Sample - 13457-07

Misc :

ALS Vial : 10 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-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 height area % max. total

4.598 509 512 534 rBV2 46566 138860 7.63% 0.891%
5.275 623 627 649 rBvV 889678 1564358 85.96% 10.039%
rBvV 1056499 1550617 85.20% 9.950%
7.034 921 926 939 rvVB 1313708 1819946 100.00% 11.679%
7.381 981 985 1001 rBB 315520 431878 23.73% 2.771%
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7.616 1020 1025 1043 rBV 923602 1240040 68.14% 7.957%
8.292 1136 1140 1157 rBV 661775 966790 53.12% 6.204%
9.410 1326 1330 1352 rBV 425429 618083 33.96% 3.966%
11.192 1627 1633 1651 rBVY 1407302 1813734 99.66% 11.639%
11.886 1747 1751 1765 rBV 155310 207650 11.41% 1.333%

=
QO ~NO®

11 12.233 1805 1810 1817 rBV2 563716 728629 40.04% 4.676%
12 13.527 2025 2030 2047 rBvV 831958 1131204 62.16% 7.259%
13 14.627 2212 2217 2233 rVB 537978 718776 39.49% 4.612%

14 15.645 2386 2390 2397 rBvV2 22787 25284 1.39% 0.162%
15 16.462 2525 2529 2535 rVB 19656 26483 1.46% 0.170%
16 16.762 2575 2580 2588 rVB 23397 39263 2.16% 0.252%
17 16.998 2615 2620 2629 rVB 1291186 1471130 80.83% 9.440%
18 17.715 2739 2742 2746 rBV 37092 37816 2.08% 0.243%
19 18.256 2829 2834 2841 rBV3 32142 57660 3.17% 0.370%
20 18.339 2844 2848 2860 rBV 452900 563705 30.97% 3.617%
21 19.780 3089 3093 3102 rVB2 20841 26273 1.44% 0.169%
22 20.009 3127 3132 3144 rBV 259956 385946 21.21% 2.477%
23 23.038 3640 3647 3648 rBV7 10393 19233 1.06% 0.123%
Sum of corrected areas: 15583358
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_F\DATA\BF060617\

BF095720.D

6 Jun 2017 21:04

SJ/MA

13457-07

10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M

Quant Title

TIC Library

= 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\BF060617\
Data File : BF095720.D

Acq On : 6 Jun 2017 21:04

Operator : SJ/MA

Sample - 13457-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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.

4.60 6.43 ng 138860 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 512 (4.598 min): BF095720.D (-509) (-) m/z 43.00 100.00%
48
59
5000
101
| a3 | 420 4.40 4.60 4.80 5.00
o 1Y Y| O N m/z 59.00 63.46%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 UM SRS L
420 440 460 480 5.00
m/z 101.10 20.30%
o 25 31 37 83 gz 1%
miz--> A A N e A A A
Abundance
43
420 4.40 460 480 500
5000 m/z 58.10 15.76%
55
O S0 @S LT B S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3686: 1-Propen-2-ol, acetate T
43 420 440 460 480 5.00

m/z 41.00 10.14%

5000
58
I 1 i 100

m/z--> 10 20 30 40 50 60 70 80 90 100 4. 20 4.40 4. 60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095720.D

Acq On : 6 Jun 2017 21:04

Operator : SJ/MA

Sample - 13457-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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 unknown7.03 Concentration Rank 1

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

7.03 84.28 ng 1819950 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 925 (7.028 min): BF095720.D (-921) (-) m/z 132.00 100.00%
5000 68
96 BRI SRR LA B
40 4o 54 o) | 75 g7 | 104 6.60 6.80 7.00 7.20 7.40
O S e L B T m/z 68.10 38.83%
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 N
5000 SR S L
6.60 6.80 7.00 7.20 7.40
31 78 m/z 134.00 31.65%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.00 22.89%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | S LA LI L B
132 6.60 6.80 7.00 7.20 7.40
m/z 69.05 14 .59%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095720.D

Acq On : 6 Jun 2017 21:04

Operator : SJ/MA

Sample - 13457-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.26 2.05 ng 57660 Chrysene-d12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 90
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance Scan 2835 (18.262 min): BF095720.D (-2829) (-) m/z 83.10 100.00%
s B
5000 111
149
| || | | 007 ZT4 18.00 18.20 18.40 18.60
O L S A T B e e S m/z 97.10 81.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000

18.00 18.20 18.40 18.60
H‘ ‘\ k

29 125 m/z 43.00 79.79%
b o SRR
m/z--> 50 200 250 300 350 400
Abundance
55 83
e
18.00 18.20 18.40 18.60
5000 111 m/z 57.05 76.17%
29
o 139 167 106 238 266 204
— T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R maE R B
57 18.00 18.20 18.40 18.60
83 m/z 69.05 73.77%
5000 11
29 ‘ 169
210
ol LI by e 7, 20 a5 ae
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095720.D

Acq On : 6 Jun 2017 21:04

Operator : SJ/MA

Sample - 13457-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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... 4.60 6.4 ng 138860 1 7.38 431878 20.0
unknown7 .03 7.03 84.3 ng 1819950 1 7.38 431878 20.0
Trifluoroacetoxy ... 18.26 2.0 ng 57660 5 18.34 563705 20.0
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