LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104513.D

Aca On - 14 Apr 2018 8:52 Instrument :
Operator : JU/SJ BNA_F

Sample - J2368-07 ClientSampleld :
Misc - 041118-DBRI-E-D-B
ALS Vial : 44 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 5.004 492 496 505 rvB 94636 93931 2.64% 0.470%
2 5.422 563 567 580 rBY 1119791 977478 27 .50% 4 .893%
3 6.034 668 671 677 rBV 39184 41243 1.16% 0.206%
4 6.440 736 740 751 rBV 642353 606190 17.05% 3.034%
5 6.575 759 763 767 rBVY 2018730 1813378 51.02% 9.076%
6 6.804 799 802 806 rBV 796131 708058 19.92% 3.544%
7 6.963 825 829 833 rBY 2670074 2541284 71.50% 12.720%
8 7.375 893 899 902 rBVY 2032890 2030368 57.12% 10.162%
9 8.092 1017 1021 1024 rBV 1094915 917840 25.82% 4 .594%
10 9.169 1199 1204 1207 rBvY 3816863 3554360 100.00% 17.790%
11 9.557 1267 1270 1274 rBV 80627 73526 2.07% 0.368%
12 9.845 1314 1319 1333 rVB2 1063689 961238 27.04% 4.811%
13 10.275 1385 1392 1395 rBvV2 43326 39312 1.11% 0.197%
14 10.639 1450 1454 1463 rVB 1229861 1157470 32.56% 5.793%
15 10.745 1470 1472 1483 rVB 38357 41193 1.16% 0.206%

16 11.333 1568 1572 1576 rBV 891671 742604 20.89% 3.717%
17 12.927 1838 1843 1846 rBV 2697212 2466103 69.38% 12.343%
18 13.821 1990 1995 2003 rBV 67737 82603 2.32% 0.413%
19 13.980 2018 2022 2025 rBV 699103 619785 17.44% 3.102%
20 15.445 2266 2271 2281 rBV 392416 511113 14.38% 2.558%

Sum of corrected areas: 19979077
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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:\HPCHEMI\BNA F\DATA\BF041318\

BF104513.D

14 Aor 2018 8:52

JussJ

J2368-07 :
041118-DBRI-E-D-B

44 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.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\BF041318\

Data File : BF104513.D

Aca On : 14 Apr 2018 8:52

Operator : JU/SJ

Sample = J2368-07 R
Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 4

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

5.00 2.65 ng 93931 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF104513.D (-492) (-) m/z 43.00 100.00%
a3
59
5000
101 SRR SRS SRR
| 83 | 4.60 4.80 5.00 5.20 5.40
o U S O — m/z 59.00 62.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I UL AR L I
59 460 4.80 5.00 520 5.40
m/z 101.00 20.93%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 m/z 58.10 16.11%
43 101
o 15 3 51 69 83
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 10.10%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104513.D

Aca On : 14 Apr 2018 8:52

Operator : JU/SJ

Sample = J2368-07 R
Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 2

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

6.57 51.22 ng 1813380 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104513.D (-759) (-) m/z 132.00 100.00%
32
5000 68
6 e
54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...:I'.'.‘.‘?,:' .6?:.-.| e g L W Th/z 68.00  43.82%
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
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.09%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 28.07%
104
oL 14 27 37 4451 58 6 77 4997 | 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R L R
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.79%

5000

63 o0 104
15 28 39 % 7 7 " 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104513.D

Aca On : 14 Apr 2018 8:52

Operator : JU/SJ

Sample = J2368-07 R
Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 2.67 ng 82603 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
2 l17-Pentatriacontene 491 C35H70 006971-40-0 86
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 68
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 64
5 1-Hexacosanol 382 C26H540 000506-52-5 64
Abundance Scan 1995 (13.821 min): BF104513.D (-1990) (-) m/z 57.00 100.00%
g7
83
5000 111
| l l139 13.60 13.80 14.00 14.20
ot m/z 43.10 86.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecyl ester
48
83
5000
111 13.60 13.80 14.00 14.20
m/z 69.10 76.61%
o LA (P w220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
13.60 13.80 14.00 14.20
5000 83 m/z 55.00 74.40%
111
o 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57 13.60 13.80 14.00 14.20
m/z 83.10 69.53%
5000
83
29 111
D T msoezmaz
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041318\

Data File : BF104513.D

Acq On : 14 Apr 2018 8:52

Operator : JU/SJ

Sample - J2368-07 041118 DBRI-E-D-B
Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.00 2.6 ng 93931 1 6.81 708058 20.0
unknown6 .57 6.57 51.2 ng 1813380 1 6.81 708058 20.0
Trichloroacetic a... 13.82 2.7 ng 82603 5 13.98 619785 20.0
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