LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104727.D

Aca On : 24 Apr 2018 00:42

Operator : JU/SJ

Sample : J2492-11

Misc :

ALS Vial : 28 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-BF040618.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 5.004 492 496 504 rBV 82607 96063 3.00% 0.498%
2 5.428 564 568 582 rBVY 1104232 1123886 35.11% 5.828%
3 6.445 737 741 760 rBV2 861112 898105 28.06% 4_.657%
4 6.580 760 764 767 rBVY 2096115 1872127 58.48% 9.708%
5 6.804 799 802 806 rBV 728205 622147 19.44% 3.226%

6 6.963 825 829 833 rBvV 2588563 2396237 74.86% 12.426%
7 7.375 894 899 902 rBV 1841569 1805945 56.42% 9.365%
8 7.545 925 928 931 rVB 70512 55464 1.73% 0.288%
9 8.092 1017 1021 1026 rBV 875720 762958 23.83% 3.956%
10 9.169 1199 1204 1207 rBV 3499310 3201120 100.00% 16.600%
11 9.563 1265 1271 1279 rBV 55885 60698 1.90% 0.315%
12 9.768 1303 1306 1311 rBV 43759 34227 1.07% 0.177%
13 9.845 1315 1319 1329 rVB 775869 765193 23.90% 3.968%
14 10.268 1387 1391 1394 rVB2 48499 37078 1.16% 0.192%

15 10.639 1450 1454 1464 rBV 1195429 1132116 35.37% 5.871%
16 11.339 1569 1573 1587 rBV 764136 695602 21.73% 3.607%
17 12.927 1838 1843 1846 rBV 2911835 2843818 88.84% 14.747%

18 13.986 2019 2023 2031 rBV 499401 499665 15.61% 2.591%
19 15.456 2269 2273 2281 rBV 274881 381860 11.93% 1.980%

Sum of corrected areas: 19284309
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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\BF042318\

BF104727.D

24 Apr 2018 00:42

JussJ

J2492-11

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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\BF042318\
Data File : BF104727.D

Aca On : 24 Apr 2018 00:42

Operator : JU/SJ

Sample : J2492-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.00 3.09 ng 96063 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF104727.D (-492) (-) m/z 43.00 100.00%
a3
59
5000
101 SRS SRS AR
| 83 | 4.60 4.80 500 5.20 5.40
e e A R K H H E e m/z 59.00 60.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S SRR
4.60 4.80 500 5.20 5.40
59 101 m/z 101.00 21.93%
27 35 | 51 “ 67 83 91
mz> 10 2 30 40 5 60 70 80 90 100 110 130 130 140
Abundance
43
460 4.80 500 520 5.40
0
5000 101 m/z 58.00 15.56%
28 59
70 84
15 51
mmﬁmmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59 4.60 4.80 500 5.20 5.40
m/z 41.00 8.66%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104727.D

Aca On : 24 Apr 2018 00:42

Operator : JU/SJ

Sample : J2492-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 2

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

6.58 60.18 ng 1872130 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 764 (6.580 min): BF104727.D (-760) (-) m/z 132.00 100.00%
32
5000 68
6 rrrTrTyTTTT T TTT T T T T T
40 _ 54 75 104 6.20 6.40 6.60 6.80 7.00
L S ??.[.' RN Ml S N m/z 68.05 39.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS AR LRSS R
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.99%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.0 6.60 6.80 7.00
5000 m/z 65.95 24 _.26%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- AT
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.01%
5000
15 28 39 s O 77 90 104 4
mze> 15 2 30 4 5 8 7o 8 90 100 10 130 130 180 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\
Data File : BF104727.D

Acq On : 24 Apr 2018 00:42

Operator : JU/SJ

Sample : J2492-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 3.1 ng 96063 1 6.80 622147 20.0
unknown6 .58 6.58 60.2 ng 1872130 1 6.80 622147 20.0
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