LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088248.D

Aca On 22 Jun 2016 14:29

Operator : UM/SJ

Sample : H3682-09

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:\HPCHEM1I\BNA F\METHODS\8270-BF060716.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 1.724 11 12 70 rVvB 1287616 2818603 100.00% 12.564%
2 4.741 274 276 288 rBV 278454 553690 19.64% 2.468%
3 5.187 313 315 318 rBVY 1504788 1899150 67.38% 8.466%
4 5.599 349 351 357 rVB 34628 38130 1.35% 0.170%
5 6.262 407 409 417 rBV 1702697 1913561 67.89% 8.530%

6.376 417 419 421 rBV 1978679 2179117 77.31% 9.714%
6.604 437 439 446 rBB 412813 377556 13.40% 1.683%
6.753 450 452 455 rBV 1495456 1595830 56.62% 7.114%
7.176 487 489 491 rBV 1366195 1348235 47.83% 6.010%
7.885 550 551 554 rBV 480002 569989 20.22% 2.541%

=
QO ~NO®

11 8.970 643 646 648 rBV 2442507 2514068 89.20% 11.207%
12 9.370 679 681 683 rBv 445509 349371 12.40% 1.557%
13 9.633 702 704 707 rBV 655205 652064 23.13% 2.907%
14 10.422 771 773 776 rBV 1270094 1410845 50.05% 6.289%
15 11.119 832 834 836 rBvV 525880 647608 22.98% 2.887%

16 12.525 955 957 959 rBB 140397 117049 4._.15% 0.522%
17 12.697 970 972 975 rBV 2154107 2213104 78.52% 9.865%

18 13.622 1048 1053 1061 rBV 19585 47983 1.70% 0.214%
19 13.737 1061 1063 1074 rVvVv 421997 649282 23.04% 2.894%
20 14.834 1155 1159 1164 rBV3 9158 38557 1.37% 0.172%

21 15.108 1180 1183 1196 rBV 366746 499976 17.74% 2.229%

Sum of corrected areas: 22433768
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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\BF062216\
BF088248.D

22 Jun 2016 14:29

UM/SJ

H3682-09

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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\BF062216\
Data File : BF088248.D

Aca On : 22 Jun 2016 14:29

Operator : UM/SJ

Sample : H3682-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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.

4.74 29.33 ng 553690 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 276 (4.741 min): BF088248.D (-274) (-) m/z 43.10 100.00%

43
59
5000
101

4.40 4.60 4.80 5.00

83
o...,....,....,....','::..‘??.'rl,....,....,.-...,...:,....,....,....,....,...., m/z 59.10 65.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L L L L L
4.40 4.60 4.80 5.00
m/z 101.10 26.05%
3‘1 83 o3 101
O T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
e I e
4.40 4.60 4.80 5.00
5000 41 m/z 58.10 18.05%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone  Emmmm e R ....,.
a3 440 460 480 5.00

m/z 41.10 8.71%

5000
58
15 27
0

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088248.D

Aca On : 22 Jun 2016 14:29

Operator : UM/SJ

Sample : H3682-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.60 2.02 ng 38130 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 9
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 351 (5.599 min): BF088248.D (-349) (-) m/z 73.10 100.00%
43 L&
5000
55 g 10 U 520 540 560 5.80 6.00
Ol e bt el e bt e e || M7z 43.00  79.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methy!-
43 73
5000 S RARNE RARAS RARRS RARRE
5.20 540 5.60 5.80 6.00
m/z 115.10 13.14%
o 15 2 g %5 g | g 10 1B
mes O % % b W W o o 100 10 10
Abundance
44 73
520 540 560 580 6.00
5000 m/z 41.10 11.64%
28
18
e R R R RS LA RS RS RS LSS RAARS SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7758: 1-Methoxyethanimine, N-acetyl- A Rmamn R
43 5.20 540 5.60 5.80 6.00
100 m/z 39.10 6.28%
5000
115
0 29 37 | 5158 673798501 | 107 ]
miz--> B % % 40 s 60 % 80 % 100 110 130 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088248.D

Aca On : 22 Jun 2016 14:29

Operator : UM/SJ

Sample : H3682-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.38 Concentration Rank 2

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

6.38 115.43 ng 2179120 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Xenon 132 Xe 007440-63-3 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 419 (6.376 min): BF088248.D (-417) (-) m/z 132.00 100.00%
5000
68
5 e
40 54 104 6.00 6.20 6.40 6.60 6.80
o....,....:-:..4.8,....,6.2.1.,....,..5.‘?,..!.,....,.1.1?.,....,~'...,.. m/z 68.10 34.88%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ARARDE AR AR SRR
a1 o7 6.00 6.20 6.40 6.60 6.80
53 - 117 m/z 134.00 33.96%
0 34 “‘ ‘\ . 61\‘ \‘ L1 89 [, 103110 124
miz--> T 4 w8 7o 8 % 160 110 150 10 10
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.10 22 .37%
6 104
39 51 7 90 117
e R RS AR AR ARALS RAARS RSN RALRN SRS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R R R
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 96.10 14 .43%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088248.D

Aca On : 22 Jun 2016 14:29

Operator : UM/SJ

Sample : H3682-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 Butyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.53 3.61 ng 117049 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. isobutvl 2-pentvl e... 272 C15H2804 1000324-15-6 78
3 Adipic acid. 3-hexvl isobutvl ester 286 C16H3004 1000353-62-2 78
4 Adipic acid. 2-ethvlcvclohexvl i... 312 C18H3204 1000324-22-5 72
5 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 64
Abundance Scan 957 (12.525 min): BF088248.D (-955) (-) m/z 185.10 100.00%
129 185
5000
5 l o M| aer | L 2 120 1240 1260 1280
Ob—— ”.JL.!'H,M.. e .,l. B m/z 129.00 83.36%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 RN BN BN SRR
1220 12.40 12.60 12.80
41 259 m/z 57.10 22 .39%
‘ 69 87 111 157
P L W WP W =~ S N1 AN -1
m/z--> 50 100 150 200 250 300 350
Abundance
129
185 12.20 12.40 12.60 12.80 |
5000 m/z 41.10 15.73%
57
111
29 83 147 202
O e e e L T e
m/z--> 50 100 150 200 250 300 350
Abundance #132730: Adipic acid, 3-hexyl isobutyl ester e ey
129 12.20 12.40 12.60 12.80
m/z 111.00 12._.42%
5000
185
57 111
ol N AR -SSR I PR | N | N
m/z--> 50 100 150 200 250 300 350 1220 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088248.D

Acq On 22 Jun 2016 14:29

Operator : UM/SJ

Sample - H3682-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.74 29.3 ng 553690 1 6.60 377556 20.0
2-Pentanone, 4-me... 5.60 2.0 ng 38130 1 6.60 377556 20.0
unknown6 .38 6.38 115.4 ng 2179120 1 6.60 377556 20.0
Butyl citrate 12.53 3.6 ng 117049 5 13.75 649282 20.0
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