LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092869.D

Aca On : 8 Feb 2017 22:35

Operator : SJ/MA

Sample : 11745-01

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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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 5.059 258 260 270 rBV 462976 497735 9.23% 1.485%
2 5.493 296 298 300 rBVY 1870066 1786417 33.14% 5.332%
3 6.179 356 358 363 rVB 73589 72069 1.34% 0.215%
4 6.522 386 388 391 rBV 875499 1028891 19.09% 3.071%
5 6.659 398 400 403 rBVY 2765045 3107889 57 .65% 9.276%

6.899 418 421 423 rBvY 621558 856758 15.89% 2.557%
7.047 432 434 437 rBV 2849827 3057940 56.73% 9.126%
7.459 467 470 473 rBV 2367455 2486310 46.12% 7.420%
8.179 531 533 535 rBV 1392189 1186422 22.01% 3.541%
9.253 624 627 630 rBVY 3816704 4719288 87.55% 14.085%

=
QO ~NO®

11 9.928 684 686 689 rBV 1162647 1324901 24.58% 3.954%
12 10.728 752 756 758 rBV 2328023 2973429 55.16% 8.874%
13 11.414 814 816 819 rBV 1310966 1333329 24.73% 3.979%
14 12.819 936 939 941 rBV 182921 220653 4_.09% 0.659%
15 13.014 952 0956 958 rBV 3659469 5390604 100.00% 16.088%

16 13.494 994 998 1000 rBV 57629 68498 1.27% 0.204%
17 13.688 1013 1015 1017 rBV 203729 181099 3.36% 0.540%
18 14.054 1044 1047 1050 rBV 1573895 1438072 26.68% 4.292%
19 14.671 1096 1101 1111 rVB1O0 13491 63259 1.17% 0.189%
20 14.865 1115 1118 1120 rBV 395574 468978 8.70% 1.400%

21 15.505 1170 1174 1180 rVB 894045 1243725 23.07% 3.712%

Sum of corrected areas: 33506266
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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\BF020817\

BF092869.D

8 Feb 2017 22:35

SJ/MA

11745-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF092869.D

6.66 7.05
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5.06

7.46

0
Time-->

T
5.00
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3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.

TIC: BF092869.D

10.73

18 11.41

9.93

13.6
13.49 L

T
Time--> 8.00

8.50

9.50
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TIC: BF092869.D

14.05
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092869.D

Aca On : 8 Feb 2017 22:35

Operator : SJ/MA

Sample : 11745-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.06 11.62 ng 497735 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 260 (5.059 min): BF092869.D (-258) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 AR RARRSNARAS LARRERARE
' 4.80 500 5.20 5.40
el Ml so0 881 | 59710 56.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk Sho sk sk
0
150 a0 1010 m/z 101.10 15.73%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 14.61%
410 101.0
15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R o)
59.0 4.80 500 5.20 5.40
m/z 41.10 8.52%
5000 41.0
31.0
‘ 69.0 87.0
15.0 M‘ L1500 98.0 A
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092869.D

Aca On : 8 Feb 2017 22:35

Operator : SJ/MA

Sample : 11745-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.66 Concentration Rank 1

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

6.66 72.55 ng 3107890 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 400 (6.659 min): BF092869.D (-398) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 U SRR UL UL SR
40.1 g4 6.40 6.60 6.80 7.00
S8 S .21 | m/z 68.10 46.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I UL UL
6.40 6.60 6.80 7.00
310 510 m/z 134.10 31.71%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 TSk ko ko 70
5000 9go 1160 m/z 66.10 29.38%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e R )
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.02%
5000
63.0 81.0
3]\-0 SQO\ ‘\‘ L | ‘\ | 99\0 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092869.D

Aca On : 8 Feb 2017 22:35

Operator : SJ/MA

Sample : 11745-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.82 3.07 ng 220653 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 83
2 Tributvl acetvicitrate 402 C20H3408 000077-90-7 78
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 56
4 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 50
5 3-Hydroxydiphenylamine 185 C12H11NO 000101-18-8 43
Abundance Scan 939 (12.819 min): BF092869.D (-936) (-) m/z 185.10 100.00%
186.1
129.1
5000
o 2502 129 1250 1280 1300 1320
- .J*,l. b 122 S8 42920 Fhs77129.10 64.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144807: Butyl citrate
185.0
129.0
5000 LA BRI SUNURI SUNIA SR
12.40 12.60 12.80 13.00 13.20
41.0 259.0 m/z 57.05 21.98%
ey om0
m/z--> 50 100 150 200 250 300 350 400
Abundance
185.0
43.0 129.0 12.40 12.60 12.80 13.00 13.20
5000 ' 259.0 m/z 41.05 15.64%
87.0 217.0 329.0
mz-> 50 100 150 200 250 300 350 400
Abundance #93158: Hexanedioic acid, bis(2-methylpropyl) ester R e A AERRE
129.0 12.40 12.60 12.80 13.00 13.20
m/z 111.00 11.46%
57.0
5000 185.0
18”‘ TN S Y N N DR | |
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092869.D

Aca On : 8 Feb 2017 22:35

Operator : SJ/MA

Sample : 11745-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl3.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.69 2.52 ng 181099 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Azepine-1-butanamide. hexahvd... 336 C22H28N20 003691-21-2 35
2 6.6-Ethvlenedioxvbicvclol3.3.11n... 196 C11H1603 029927-56-8 30
3 1l.4-Dioxaspirol4.51decane 142 C8H1402 000177-10-6 30
4 1.4-Dioxaspirol4.6lundec-7-ene 154 C9H1402 007140-60-5 27
5 Piperidine, 1-(1-methylpentyl)- 169 C11H23N 021901-99-5 25
Abundance Scan 1015 (13.688 min): BF092869.D (-1013) (-) m/z 99.10 100.00%
9d.1
5000 57.1
1261 RN A G
l | | 1822 2262 55043 324.2 13.40 13.60 13.80 14.00
rrprrrebeetl bbb bbbl bt bttt beee | MZz 112.10  77.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #135616: 1H-Azepine-1-butanamide, hexahydro-.alpha.,.alpha...
112.0
5000 B RARNARAREN RSN RS

13.40 13.60 13.80 14.00
m/z 57.10 43.36%

.80 840 | 113901650 211.02380 2810 3350
TP T T e P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99.0
R e LR R ae
13.40 13.60 13.80 14.00
5000 m/z 43.10 34.62%
55.0
27.0
127.0153.0 196.0
WWWTWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #18881: 1,4-Dioxaspiro[4.5]decane R
99.0 13.40 13.60 13.80 14.00
m/z 56.10 34.41%
5000
55.0
27.0) O
\
EAaan e B ad L aa AamaREaasEaEs e e T A ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092869.D

Aca On : 8 Feb 2017 22:35

Operator : SJ/MA

Sample : 11745-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.87 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.87 7.54 ng 468978 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di(ButoxvethvDadipate 346 C18H3406 000141-18-4 16
2 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 10
3 1-Decanamine 157 C10H23N 002016-57-1 10
4 N-Allvl-2_.2_N-trimethvlpropionamide 155 C9H17NO 1000187-48-8 9
5 1,4-Bis-(vinyloxy)-butane 142 C8H1402 003891-33-6 9
Abundance Scan 1118 (14.865 min): BF092869.D (-1115) (-) m/z 57.10 100.00%
57.1
5000 1001 1551
217.2
1281 261.2 317.2 14.60 14.80 15.00 15.20
:l .11.8?.'1,' 1 I m/z 45.10 44.41%
m/z--> 50 100 150 200 250 300 350
Abundance #139551: di(Butoxyethyl)adipate
57.0 85.0
173.0
5000 LN SRR BN RO
11.0 14.60 14.80 15.00 15.20
229 0 m/z 101.10 37.76%
202.
- “ W X T P| 2mo 3470
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A
14.60 14.80 15.00 15.20
5000 m/z 155.10 34._.46%
85.0
29.0
117.0144.0
m/z--> B "55' B 160" "1éo" "200" "250" "300" "350
Abundance #27819: 1-Decanamine A m .
30.0 14.60 14.80 15.00 15.20
m/z 56.10 33.76%
5000
| 1,560 1010128 0157.0
m/z--> 55 160 150 200 2éo 300 3éo 1!60 14.80 15.00 15.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF020817\

BF092869.D

8 Feb 2017 22:35

SJ/MA

11745-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .66

Butyl citrate
unknownl1l3.69
unknownl14 .87

8270-BF013017.M Thu Feb 09 17:04:13 2017

5.06 11.6 ng
6.66 72.5 ng
12.82 3.1 ng
13.69 2.5 ng
14 .87 7.5 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

497735
3107890
220653
181099
468978

|--Internal Standard---|
| # RT Resp Conc]

1 856758 20.0
1 6.90 856758
5 14.05 1438070 20.0
5 14.05 1438070 20.0
6 15.51 1243730 20.0
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