LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099077.D

Aca On : 4 Oct 2017 20:04 Instrument :
Operator : SJ/JU BNA_F

Sample - 15526-05 ClientSampleld :
Misc - (QNWP8-EQUIP-BLANK
ALS Vial : 13 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-BF092317.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 2.169 9 14 23 rvVB 630887 792541 17 .60% 2.562%
2 2.798 116 121 128 rVB 31640 45970 1.02% 0.149%
3 5.092 507 511 520 rVB 199350 242330 5.38% 0.784%
4 5.486 573 578 581 rBVY 2225248 2010012 44.64% 6.499%
5 6.492 744 749 752 rBVY 1379068 1250639 27.77% 4.044%

6.633 768 773 777 rBV 3121720 3385165 75.17% 10.945%
6.863 808 812 816 rBV 1075246 856255 19.01% 2.768%
7.022 834 839 842 rBV 3224479 3099309 68.82% 10.021%
7.433 902 909 912 rBV 2348177 2623920 58.27% 8.484%
8.145 1025 1030 1033 rBV 1362989 1166595 25.91% 3.772%

=
QO ~NO®

11 9.222 1207 1213 1216 rBV 3962358 4503215 100.00% 14.560%
12 9.904 1323 1329 1332 rBV 1346551 1270750 28.22% 4_.109%
13 10.692 1457 1463 1467 rBV 2194958 2473458 54.93% 7.997%
14 11.386 1577 1581 1585 rBV 1417681 1231771 27 .35% 3.983%
15 12.980 1846 1852 1855 rBV 3485130 4004991 88.94% 12.949%

16 14.027 2026 2030 2034 rBV 1056342 940579 20.89% 3.041%
17 15.498 2275 2280 2293 rBV 593584 764350 16.97% 2.471%

18 15.939 2351 2355 2361 rBvV 45950 66129 1.47% 0.214%

19 16.450 2435 2442 2450 rBvV 44111 82190 1.83% 0.266%

20 17.039 2537 2542 2550 rVB2 28861 58504 1.30% 0.189%

21 17.739 2656 2661 2669 rBV2 26409 60384 1.34% 0.195%
Sum of corrected areas: 30929057
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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\BF100417\

BF099077.D

4 Oct 2017 20:04

SJ/Ju

15526-05

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

ONWP8-EQUIP-BLANK

Abundance
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9

22

10.69
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12.98

Ol

Time--> 8.00

10.00 10.50 11.00 11.50

9.50

8.50

9.00

12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099077.D

Aca On : 4 Oct 2017 20:04

Operator : SJ/JU

a?ggle i 15526-05 ONWP8-EQUIP-BLANK
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.17 18.51 ng 792541 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 14 (2.169 min): BF099077.D (-9) (-) m/z 73.05 100.00%
74.0
5000 430
55.0 87.1 L
2.20 2.30 2.40 2.50 2.60
O bbbl b e || M7z 43.00 36 44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 26.38%
29.0 ‘
0 In ‘ ‘ !
W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0 AN AR IR LU U U
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 24 .68%
29.0
o 97.0 112.0  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R R RRREE
73.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 11.81%
5000 43.0
58.0
29.0 8.0
0'I'”“w'”'lw"P"W"”I'”'I”"P"W"”I'”'I”"P"' RN AR U IR U U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099077.D

Aca On : 4 Oct 2017 20:04

Operator : SJ/JU

a?ggle i 15526-05 ONWP8-EQUIP-BLANK
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.09 5.66 ng 242330 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 511 (5.092 min): BF099077.D (-507) (-) m/z 42.95 100.00%
43.0
59.0
5000
1011 L AL NI L I
| 83.0 | 480 5.00 520 5.40
O = L T o W P m/z 59.00 57 .69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A
59.0 480 500 520 5.40
m/z 101.10 18.54%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.64%
41.0
29.0 101.0
Oy "'§?'9" UNEE 7?;9. |'§§'9|" IBESRREE!
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R ma
43.0 480 5.00 520 5.40
m/z 41.10 8.04%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099077.D

Aca On : 4 Oct 2017 20:04

Operator : SJ/JU

a?ggle i 15526-05 ONWP8-EQUIP-BLANK
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 3 unknown6.63 Concentration Rank 1

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

6.63 79.07 ng 3385170 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF099077.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || a0 2 1oss 62 64 650 B> 700
Obrrprrrr e pree bt e 82,0 L 069 WL m/z 68.10 39.65%
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 R UL A I I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.13%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.52%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole [T |{\| L LI L B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.48%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099077.D

Aca On : 4 Oct 2017 20:04

Operator : SJ/JU

a?ggle i 15526-05 ONWP8-EQUIP-BLANK
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.45 2.15 ng 82190 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2442 (16.450 min): BF099077.D (-2435) (-) m/z 57.00 100.00%
57.0
85.1
5000
130111 70 1620 16140 1660 1660
- ll“-'-' I s m/z 71.10 78.46%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
85.0
5000
16.20 16.40 16.60 16.80
m/z 85.10 59.59Y%
. %%MW ﬂl}MMwMWM%mmoz%mmoswo
m/z--> éo 150 260 2%0 360 3%0
Abundance
57.0
85.0 16.20 16.40 16.60 16.80
5000 m/z 43.05 52.63%
29.0
. 1130141 0160.0197 0 240.0
m/z--> o 'éo' - 160" ' ﬁéoll ' 560" ' Eéo" ' 560" ' ééo"
Abundance #141426: Heneicosane S RREmsma S
57.0 16.20 16.40 16.60 16.80
m/z 55.00 27 .01%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> éo 100 1%0 260 2%0 360 3%0 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100417\

Data File : BF099077.D

Acq On : 4 Oct 2017 20:04

Operator : SJ/JU

a?ggle i 15526-05 QNWPB-EQUIP-BLANK
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.17 18.5 ng 792541 1 6.86 856255 20.0
2-Pentanone, 4-hy... 5.09 5.7 ng 242330 1 6.86 856255 20.0
unknown6 .63 6.63 79.1 ng 3385170 1 6.86 856255 20.0
Hexacosane 16.45 2.1 ng 82190 6 15.50 764350 20.0
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