LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083272.D

Aca On - 25 Nov 2015 14:28 Instrument :

Operator : UM/1Z gﬁgiéamlem'

agmple : G4553-02 H2&EJQ6§E4LM
isc :

ALS Vial : 15 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-BF112115.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 3.975 172 174 180 rBvV 67547 140591 2.36% 0.376%
2 4.707 235 238 249 rBV 597141 1013017 17.00% 2.710%
3 5.176 277 279 293 rBV 1447747 1777531 29.84% 4_.756%
4 5.587 313 315 319 rBV 70922 106241 1.78% 0.284%
5 6.250 371 373 380 rBVY 1139342 1160114 19.47% 3.104%

6.353 380 382 385 rBvV 2270177 2992249 50.23% 8.006%
6.581 400 402 405 rBvV 837959 1001243 16.81% 2.679%
4096140 4010404 67.31% 10.730%
7.164 450 453 455 rBV 2800863 3728590 62.58% 9.976%
7.873 513 515 518 rBV 1404697 1323649 22.22% 3.542%
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11 8.959 607 610 612 rBV 6155874 5957668 100.00% 15.940%
12 9.622 666 668 671 rBVY 1601415 1484582 24.92% 3.972%
13 10.410 734 737 739 rBV 2643342 2576756 43.25% 6.894%
14 11.096 795 797 800 rBV 1714826 1517064 25.46% 4 _.059%
15 11.656 843 846 856 rvB2 164307 234173 3.93% 0.627%

16 12.433 912 914 919 rBV 218503 250234 4._.20% 0.670%
17 12.685 933 936 939 rBV 5016666 5376107 90.24% 14.384%
18 13.599 1013 1016 1024 rBV3 81527 158658 2.66% 0.425%
19 13.725 1024 1027 1029 rBV 1161700 1470675 24.69% 3.935%
20 15.074 1142 1145 1148 rBV 943432 1095616 18.39% 2.931%

Sum of corrected areas: 37375162
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\
Data File : BF083272.D

Aca On - 25 Nov 2015 14:28

Operator : UM/IZ

Sample . G4553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\Methods\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083272.D
6000000

5000000

6.74
4000000

3000000 7.16

6.35

2000000
5.18 7.87
6.2
6.58
1000000 471

3.98 [L 5.59

oo e e A

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083272.D
6000000 8(96

5000000 1268

4000000

3000000 10.41

2000000 062 11.10

13.73
1000000

11.66 12.43

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083272.D
6000000

5000000

4000000

3000000

2000000

1000000 07

e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083272.D

Aca On : 25 Nov 2015 14:28

Operator : UM/I1Z

Sample : 64553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.98 2.81 ng 140591 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 91
3 3-Hexen-2-one 98 C6H100 000763-93-9 91
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 90
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 90

Abundance Scan 174 (3.975 min): BF083272.D (-172) (-) m/z 55.10 100.00%
55 83
5000 43 \\M‘~\
98
rrrrrryrrrrrTrreTTr T e
3.60 3.80 4.00 4.20 4.40
0 ...,....,....,..?Z‘,'::.".‘?n.'..'.,....,....,.!..,....,.... m/z 83.10 97.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IR NARBE AR SRR
29 98 3.60 3.80 4.00 4.20 4.40
m/z 43.10 42 .66%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
a1 360 380 4.00 4.20 4.40
5000 m/z 39.10 29.27%
27 98
15 69
O "'I'%4"I"'??" "|§?"| "??I' "'?%" T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
83 3.60 3.80 4.00 4.20 4.40
4 55 m/z 98.10 27.40%
5000
29
98
0 \‘ 37‘“‘\ 49\ ‘ | 62 69 A
m/z--> 10 20 30 40 50 60 70 8 90 100 360 3.80 400 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083272.D

Aca On : 25 Nov 2015 14:28

Operator : UM/I1Z

Sample : 64553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown4.71 Concentration Rank 3

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

4.71 20.24 ng 1013020 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 238 (4.707 min): BF083272.D (-235) (-) m/z 43.10 100.00%
43
59
5000
101 440 460 480 500
Ot Sl 0988 | W/z 59.10 56.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 460 4.80 5.00
m/z 101.10 17.10%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 4.60 480 500
5000 m/z 58.10 13.70%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester —
59 4.40 4.60 4.80 5.00
m/z 41.10 9.38%
5000 41
68
o Il 50 | 126 15 N
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083272.D

Aca On : 25 Nov 2015 14:28

Operator : UM/I1Z

Sample : 64553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8

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

5.59 2.12 ng 106241 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 90
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 40
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 10
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 10
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 315 (5.587 min): BF083272.D (-313) (-) m/z 43.05 100.00%
43
5000 [\
&5 e 100 115 520 540 560 5.80 6.00
Obrrr ey et e et || M/Z 73.10 95 76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 |""|"" IR
520 5.40 5.60 5.80 6.00
m/z 41.05 11.48%

115
15 55 100
o o o - O . s N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73

5.20 540 5.60 5.80 6.00

5000 58 m/z 115.10 10.25%
15
51
o) R N1 | NN | .2 UMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2103: Propane, 2-methoxy-2-methy!l- e e
73 5.20 540 5.60 5.80 6.00

m/z 39.10 8.77%

5000
57
5 7 ‘\ ‘
‘ 87
0 ...,....,..nﬂ,....,.m.,..n.,....,.:..,....,....,....,....,...

m/z--> 10 20 30 60 70 80 90 100 110 120 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083272.D

Aca On : 25 Nov 2015 14:28

Operator : UM/I1Z

Sample : 64553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.09 ng 234173 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 846 (11.656 min): BF083272.D (-843) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 213
| 1e 143157171185 109 | 227 256 11.40 11.60 11.80 12.00
iy — m/z 43.10 99.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 L UL I L B
29 171 nmumnmnm
7 115 214 m/z 60.10 87.53%
99 143 157 185
0|-‘l--‘i‘-‘--”l“|‘-”‘|”‘---m“ ‘”lu‘.‘..l‘....‘l..l. .‘.?-.97...“. RS maEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 11,60 11.80 12.00
5000 129 m/z 41.10 69.86%
29 87 185 228
. 99 115 ' 14357171 199213
m/z--> 25 46 éo 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid e
43 60 73 11.40 11.60 11.80 12.00
m/z 57.10 68.03%
29
5000
0 ‘w I 143 157 171 185 17 V\M/WJ\AM»
m/z--> 25"'25" 60 80 100 120 140 160 180 200 220 240 260 ' 1i'46 ii éd 11 éd ié dd'
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083272.D

Aca On : 25 Nov 2015 14:28

Operator : UM/I1Z

Sample : 64553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 3.40 ng 250234 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 914 (12.433 min): BF083272.D (-912) (-) m/z 43.10 100.00%
8/ 73
129
97 185 A T
241 12.20 12.40 12.60 12.80
284
ol o 287 RO m/z 73.05 89.08%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 UV AR BN B
12.20 12.40 12.60 12.80
‘ o7 185 oay 284 m/z 60.10 79.23%
0 |15| \‘I "“I i) ‘k‘““.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
1220 12140 12.60 12.80
5000 129 m/z 57.10 77 .95%
97 199 242
157
180
L L L L WL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester BB R Ea e e
ile] 12.20 12.40 12.60 12.80
m/z 41.10 73.56%
73
B T W\M
129
97
185
o VA7 U NP | SO S
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083272.D

Aca On : 25 Nov 2015 14:28

Operator : UM/I1Z

Sample : 64553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Trichloroacetic acid, penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.60 2.16 ng 158658 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
3 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
Abundance Scan 1016 (13.599 min): BF083272.D (-1013) (-) m/z 57.10 100.00%
43 57
83
69 97

5000

23

13.20 13.40 13.60 13.80 14.00

0 m/z 43.10 94 _.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
69 83
97
5000 L e
111 13 20 13. 40 13. 60 13. 80 14. 00

m/z 55.10 73 .60%

25
139153 167 182 210

0,....,....,..a., R R e o e o e o RRRsEmEnas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
B e o e
13.20 13.40 13.60 13.80 14.00
5000 69 m/z 83.10 70.25%
83
29 97
111
o 125139154167181195 224 252
B B o e e e e R S e L MIRSEEEEERER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester mm. R e e A A
43 57 13.20 13.40 13.60 13.80 14.00

m/z 69.05 61.00%

5000 69
29

%

97
0 \‘ || MH mj “\ 125 140153 168182 210
bl L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 20 13. 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112515\
Data File : BF083272.D

Acq On : 25 Nov 2015 14:28

Operator : UM/1Z

Sample - G4553-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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]
3-Penten-2-one, 4... 3.98 2.8 ng 140591 1 6.58 1001240 20.0
unknown4 .71 4.71 20.2 ng 1013020 1 6.58 1001240 20.0
2-Pentanone, 4-me... 5.59 2.1 ng 106241 1 6.58 1001240 20.0
Tridecanoic acid 11.66 3.1 ng 234173 4 11.10 1517060 20.0
Octadecanoic acid 12.43 3.4 ng 250234 5 13.73 1470680 20.0
Trichloroacetic a... 13.60 2.2 ng 158658 5 13.73 1470680 20.0
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