LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084218.D

Aca On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample : 64982-02

Misc :

ALS Vial : 29 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-BF123115.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 2.190 7 9 26 rvB4 92758 314824 3.43% 0.471%
2 5.093 260 263 268 rVB 748394 1051339 11.46% 1.571%
3 5.504 296 299 301 rBVY 4458566 4676955 50.96% 6.990%
4 6.521 386 388 391 rVB 2986128 2588675 28.21% 3.869%
5 6.670 398 401 403 rBVY 7974638 7770680 84.67% 11.614%
6 6.899 419 421 423 rBVY 2265036 1858112 20.25% 2.777%
7 6.967 425 427 429 rVvV 354145 320332 3.49% 0.479%
8 7.059 432 435 437 rVB 7527450 6782454 73.90% 10.137%
9 7.219 447 449 453 rBV2 74441 105908 1.15% 0.158%
10 7.310 453 457 459 rvv2 145632 195962 2.14% 0.293%

11 7.470 466 471 473 rBV 5680288 7130626 77.70% 10.657%
12 7.550 476 478 479 rBvV 128551 123228 1.34% 0.184%
13 7.882 504 507 508 rBvV 55446 93604 1.02% 0.140%
14 8.087 523 525 527 rBvV2 90880 127689 1.39% 0.191%
15 8.144 527 530 532 rBV 145058 140963 1.54% 0.211%

16 8.190 532 534 535 rBV 2353042 2364526 25.76% 3.534%
17 9.139 615 617 619 rBvV 159345 167870 1.83% 0.251%
18 9.265 625 628 631 rBVY 8633740 9177607 100.00% 13.717%
19 9.402 637 640 642 rBV 567351 566637 6.17% 0.847%
20 9.939 685 687 689 rBV 2661379 2503247 27.28% 3.741%

21 10.728 753 756 759 rBV 5761791 5702101 62.13% 8.522%
22 11.425 814 817 819 rBV 2857016 2383702 25.97% 3.563%
23 11.813 849 851 854 rBvV 740999 713268 7.77% 1.066%
24 13.014 953 956 959 rBV 7340041 7125563 77.64% 10.650%
25 14.054 1045 1047 1050 rBV 1349010 1536036 16.74% 2.296%

26 15.494 1170 1173 1176 rBV 953735 1385571 15.10% 2.071%

Sum of corrected areas: 66907479
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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:\HPCHEMIN\BNA F\DATA\BF123115\

BF084218.D
1 Jan 2016 2:02
UmM/sJ
G4982-02
29 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000
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TIC: BF084218.D
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8270-BF123115.

M Mon Jan 04 18:38:40 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084218.D

Aca On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample : 64982-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Propane, 1,1-dimethoxy- Concentration Rank 7

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

2.19 3.39 ng 314824 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 42
3 Ethane. 1.1.2-trimethoxv- 120 C5H1203 024332-20-5 40
4 Aminoacetaldehvde dimethvl acetal 105 C4H11NO2 022483-09-6 36
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 9 (2.190 min): BF084218.D (-7) (-) m/z 75.10 100.00%
79.1
5000 45.0 /\
e
57.0 0 103.0 2.20 2.30 2.40 2.50 2.60
o..,....,.?‘?9,:'..|.,..:'.-,....,'.'::.,....,9.3.0..,.~...,....,.... m/z 73.10  65.83%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0
2.20 2.30 2.40 2.50 2.60
m/z 45.05 44 .67%
57.0
| | | 870 103.0
O'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"
m/z--> 60 70 80 90 100 110 120
Abundance
75.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.05 31.29%
310 47.0 57.0 89.0
0"|""|""|""|""|""|""|"“;""%Q%9'|"%%%9"'
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8967: Ethane, 1,1,2-trimethoxy- R R RAR RS LS L
75.0 2.20 2.30 2.40 2.50 2.60
m/z 47.05 25.89%
5000
3.0 470 590 89.0
0 N 119.0
m/z--> 20 §0 4 50 60 70 éo §0 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084218.D

Aca On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample : 64982-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 11.32 ng 1051340 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 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 263 (5.093 min): BF084218.D (-260) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 R A U L L
480 5.00 5.20 5.40
" ..':|,....Ef3~.'1...',|....,....,....,....,....,297.-9. m/z 59.10 58.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L IR I I AL
59.0 480 500 520 540
0
150 1010 m/z 101.10 19.28%
0 wl ol . 83.0 !
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.05 15.27%
126.0142.0
e Y L I S L S BN BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Morpholine, 4-methyl-
43.0 480 5.00 5.20 5.40
m/z 41.05 8.87%
5000
15.0 110 101.0
e L L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084218.D

Aca On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample : 64982-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3 unknown6.67 Concentration Rank 1

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

6.67 83.64 ng 7770680 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 401 (6.670 min): BF084218.D (-398) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 97-1 o - " 640 6.60 6.80 7.00
ol ., m/z 68.10 44.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LN I LR UL UL
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 35.24%
0 ‘ [ | H | I
S U SRS I L L SIS DU S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 30.09%
51.0 70.0 86.0
L L S S L UL L B W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE AR m A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.25%
5000
92.0
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084218.D

Aca On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample : 64982-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1-Hexanol, 2-ethyl- Concentration Rank 6

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

6.97 3.45 ng 320332 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64
3 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 dI-2-Ethylhexyl chloroformate 192 C9H17Cl102 024468-13-1 42

Abundance Scan 427 (6.967 min): BF084218.D (-425) (-) m/z 57.10 100.00%
51.1
5000 410
83.1
6.60 6.80 7.00 7.20 7.40
0 ,..'L.,J!...', et 2L Tm/z  41.05  36.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13220: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 6.60 6.80 7.00 7.20 7.40
‘ 83.0 m/z 43.10 31.48%
0 ..1.8]0.‘.“..‘l‘...‘.‘luu“‘..l‘l...‘l .1.122..0“...'....'....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 55.05 25.14%
4110
83.0
18.0 112.0
G A S I SR W LA S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46884: 1-1sobutoxy-2-ethylhexane
57.0 6.60 6.80 7.00 7.20 7.40
m/z 56.10 20.31%
5000 4110
83.0 112.0
0 |||||||||||||||||||||||||||||1|2|8.|O|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084218.D

Aca On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample : 64982-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 7 Vanillin Concentration Rank 5

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

9.40 4.53 ng 566637 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 97
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 90
4 Benzaldehvde. 3-(chloroacetoxv)-... 228 C10H9CI04 066267-38-7 86
5 Vanillin lactoside 476 C20H28013 1000129-94-7 78

Abundance Scan 640 (9.402 min): BF084218.D (-637) (-) m/z 151.10 100.00%
15011
5000
53.0 8o 109.0 123.0 NSRS AR "'l'A
39.0 oV 65.1 930 | 137.0 9.00 9.20 9.40 9.60 9.80
ol rrrrprer bt e e m/z 152.10 96.26%
m/z--> mmmmmmmm%mmmmmmm
Abundance #24643: Vanillin
152.0
5000 NSNS AR N
81.0 9.00 9.20 9.40 9.60 9.80
109.0 m/z 81.00 26.85%
51.0 123 0
e R L
m/z--> mmmmmmmm%mmmmmmm
Abundance
151.0
9.00 9.20 9.40 9.60 9.80
5000 81.0 m/z 109.00 20.62%
53.0
109.0
150 290 65.0 123.0
41.0 93.0 137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24693: 4-Hydroxy-2-methoxybenaldehyde e AREARREEE LT
151.0 9.00 9.20 9.40 9.60 9.80
m/z 123.00 17.92%
5000 123.0
530 81.0 109.0
39.0 65.0 ‘ 930 ‘ 137.0
O'HVHWH“P“W““RM'mLP“WH“VVWH“VHWH“PJWH“l“'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084218.D

Aca On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample : 64982-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 8 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.81 5.98 ng 713268 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 90
2 2.2-Dimethvl-N-phenethvlpropiona... 205 C13H19NO 062056-54-6 18
3 Bromomethvlphosphonic acid. diet... 230 C5H12Br0O3P 066197-72-6 9
4 n-Tetradecvltrichlorosilane 330 C14H29CI3Si 018402-22-7 9
5 Silane, tert-butyldichlorophenyl- 232 C10H14CI2Si 017887-41-1 9

Abundance Scan 851 (11.813 min): BF084218.D (-849) (-) m/z 57.10 100.00%

57.1
5000 205.1

115.0135.1 2322 261.1 11.40 11.60 11.80 12.00 12.20

0 m/z 55.05 51.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000 [rrr T rrrrrrrrrrprrs
175.0 11.40 11.60 11.80 12.00 12.20
0 m/z 41.10 47 .91%
115.0135.0 ‘ 232.0 261.0
0 II”I”\M\ I\‘I\”Hm ‘\\m U MH\ H\H\ \Hh \H\ h \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
104.0 e RARRS LR aaFEIT Y
11.40 11.60 11.80 12.00 12.20
5000 m/z 205.10 43 .25%
30.0 205.0
o 71.0 128.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76510: Bromomethylphosphonic acid, diethyl ester e B n e
29.0 81.0 109.0 11.40 11.60 11.80 12.00 12.20

m/z 175.10 27 .40%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 40 11. 60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF123115\
Data File : BF084218.D

Acq On : 1 Jan 2016 2:02

Operator : UM/SJ

Sample - G4982-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.19 3.4 ng 314824 1 6.90 1858110 20.0
2-Pentanone, 4-hy... 5.09 11.3 ng 1051340 1 6.90 1858110 20.0
unknown6 .67 6.67 83.6 ng 7770680 1 6.90 1858110 20.0
1-Hexanol, 2-ethyl- 6.97 3.5 ng 320332 1 6.90 1858110 20.0
Vanillin 9.40 4.5 ng 566637 3 9.94 2503250 20.0
7,9-Di-tert-butyl._... 11.81 6.0 ng 713268 4 11.42 2383700 20.0
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