LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107033.D

Aca On : 2 Jul 2018 10:07

Operator : JU/SJ

Sample : J3743-01

Misc :

ALS Vial : 3 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.190 481 485 493 rVB 93205 103837 3.53% 0.549%
2 5.601 551 555 566 rBV 982874 1010724 34.38% 5.346%
3 6.601 721 725 735 rBV 685556 659795 22.44% 3.490%
4 6.737 743 748 751 rBVY 1756636 1706352 58.03% 9.026%
5 6.954 781 785 788 rBV 638457 511400 17.39% 2.705%
6 7.113 807 812 815 rBVY 1795988 1647192 56.02% 8.713%
7 7.525 876 882 885 rBVY 1316527 1401603 47.67% 7.414%
8 7.666 903 906 912 rVB 44519 43358 1.47% 0.229%
9 8.236 999 1003 1009 rBV 760848 645984 21.97% 3.417%
10 9.313 1180 1186 1189 rBY 2488034 2497723 84.95% 13.212%
11 9.589 1226 1233 1241 rBV3 23954 51634 1.76% 0.273%
12 9.701 1249 1252 1256 rBV 141150 107077 3.64% 0.566%
13 9.901 1283 1286 1288 rBV 28785 30432 1.04% 0.161%

14 9.948 1288 1294 1298 rVvv2 126710 267513 9.10% 1.415%
15 9.995 1298 1302 1311 rVB2 869714 799918 27.21% 4.231%

16 10.401 1368 1371 1383 rVB3 63355 79171 2.69% 0.419%
17 10.795 1433 1438 1441 rBV 1695292 1775612 60.39% 9.392%
18 10.872 1449 1451 1457 rVB 39110 41395 1.41% 0.219%
19 11.489 1552 1556 1560 rBV 1002231 865413 29.43% 4._.578%
20 12.871 1788 1791 1795 rBV 115997 93443 3.18% 0.494%
21 13.077 1821 1826 1830 rBV 2521003 2940241 100.00% 15.553%
22 13.577 1908 1911 1913 rBV 70505 62398 2.12% 0.330%
23 13.948 1971 1974 1978 rBV2 45909 45774 1.56% 0.242%
24 14.142 2003 2007 2011 rBV 792537 792426 26.95% 4.192%
25 14.583 2079 2082 2086 rBV2 25441 35031 1.19% 0.185%
26 14.977 2146 2149 2152 rBV 39796 43532 1.48% 0.230%
27 15.254 2193 2196 2201 rVB2 32845 40219 1.37% 0.213%

28 15.689 2265 2270 2275 rVB 446856 606001 20.61% 3.205%

Sum of corrected areas: 18905198
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF070218\
Data File : BF107033.D

Aca On 2 Jul 2018 10:07

Operator : JU/SJ

Sample : J3743-01

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107033.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107033.D

Aca On : 2 Jul 2018 10:07

Operator : JU/SJ

Sample : J3743-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.19 4_.06 ng 103837 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 485 (5.190 min): BF107033.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ANARRENAREERAREE RS R
| 83.0 | 4.80 500 520 5.40 5.60
o RSV 1 PSUBSSSOGOY | OSSN NS m/z 59.00 59.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RN UL R
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 20.50%
0 200 | 510 ‘ 600 830910 0
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 14 .73%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A e L
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.17%
5000
101.0
J 150 a0 %80 690 86.0
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107033.D

Aca On : 2 Jul 2018 10:07

Operator : JU/SJ

Sample : J3743-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 66.73 ng 1706350 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF107033.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 6u0 660 680 700
400 540 ‘ 6.40 6.60 6.80 7.00
o..,....,....,....,....,.:..,..I-.',..'..,f.‘?.?,..!.,.':..,....,....,"...,.. m/z 134.00  33.36%
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
132.0
5000 1 PR T
M0 530 o m/z 68.10 29.33%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 17 .64%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B
132.0 6.40 6.60 6.80 7.00

m/z 96.10 12.01%

5000

63.0
15.0 %0%0 &0 m ﬁo @Pl%onm) ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107033.D

Aca On : 2 Jul 2018 10:07

Operator : JU/SJ

Sample : J3743-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.87 2.36 ng 93443 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 96
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 87
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 32
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 27

Abundance Scan 1791 (12.871 min): BF107033.D (-1788) (-) m/z 56.00 100.00%
56.0
5000 2573
—
129.1 =Srrrqprrrrprrroprrropororor
83.0 157.0 185.1 213.2 4123 12.60 12.80 13.00 13.20
01 - m/z 57.05 52 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
5000 LN SR BN UL UL
nmnmmmmw
29.0 m/z 43.00 37.01%
‘ 83 0 129.0 257.0
0 [l h H \M Wl 157. O 185 0 213 0 283 0 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
112,60 12,80 13.00 13.20
5000 m/z 41.00 36.87%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
R I R R RN LA L S S RS LA LA RSN LRSS RS R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester N B E e
57.0 12.60 12.80 13.00 13.20
m/z 257.30 36.23%
5000
239.0
29.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 T 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070218\
Data File : BF107033.D

Acq On : 2 Jul 2018 10:07

Operator : JU/SJ

Sample - J3743-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.19 4.1 ng 103837 1 6.95 511400 20.0
unknown6 .74 6.74 66.7 ng 1706350 1 6.95 511400 20.0
Hexadecanoic acid... 12.87 2.4 ng 93443 5 14.14 792426 20.0
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