LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 1.667 4 7 15 rVB 166155 325116 13.68% 1.411%
2 1.781 15 17 25 rvv 1061242 1665599 70.08% 7.229%
3 1.884 25 26 41 rVB2 93931 238849 10.05% 1.037%
4 2.273 57 60 68 rvB 66758 104023 4.38% 0.451%
5 4.856 284 286 293 rBV 100724 182304 7.67% 0.791%
6 5.301 322 325 327 rBVY 1541970 2227586 93.72% 9.668%
7 6.353 414 417 419 rBV 1853052 2237669 94.15% 9.712%
8 6.467 424 427 429 rVV 1876824 2376752 100.00% 10.315%
9 6.684 444 446 449 rBV 694195 579517 24.38% 2.515%
10 6.764 449 453 456 rBV 64248 70011 2.95% 0.304%
11 6.844 457 460 462 rVV 1916876 1878504 79.04% 8.153%
12 7.107 478 483 486 rBvV2 14476 26551 1.12% 0.115%
13 7.256 493 496 498 rBV 1242412 1241202 52.22% 5.387%
14 7.644 528 530 534 rBV 24920 35144 1.48% 0.153%
15 7.736 534 538 541 rVvVv 20451 34100 1.43% 0.148%
16 7.976 556 559 561 rBV 602405 715171 30.09% 3.104%
17 8.753 625 627 631 rVB 50176 69001 2.90% 0.299%
18 8.947 642 644 645 rVB 22770 23876 1.00% 0.104%
19 8.982 645 647 650 rVB2 21219 24057 1.01% 0.104%
20 9.050 650 653 655 rBY 2225116 2089549 87.92% 9.069%
21 9.165 661 663 665 rVB 39118 36454 1.53% 0.158%
22 9.450 685 688 690 rBV 242350 211187 8.89% 0.917%
23 9.530 693 695 699 rvv 42557 73982 3.11% 0.321%
24 9.668 702 707 709 rBV 13629 24094 1.01% 0.105%
25 9.725 709 712 714 rVB 648796 697343 29.34% 3.027%
26 10.056 737 741 743 rBV3 13607 26656 1.12% 0.116%
27 10.159 749 750 754 rVB 31308 33697 1.42% 0.146%
28 10.376 764 769 771 rBV2 16408 31565 1.33% 0.137%
29 10.445 773 775 778 rBV3 39154 39331 1.65% 0.171%
30 10.513 778 781 783 rBV 912952 1128271 47.47% 4.897%
31 10.628 789 791 795 rBV 37391 62322 2.62% 0.270%
32 10.833 807 809 811 rBV 41942 52341 2.20% 0.227%
33 10.948 816 819 821 rVB 37506 64727 2.72% 0.281%
34 11.005 821 824 826 rVB2 17319 25942 1.09% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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

35 11.073 829 830 835 rBv4 35299 76322 3.21% 0.331%
36 11.199 839 841 843 rBV 684338 589708 24.81% 2.559%
37 11.382 855 857 859 rvB2 22330 33194 1.40% 0.144%
38 11.439 859 862 864 rBv4 26486 52187 2.20% 0.226%
39 11.748 887 889 890 rBV 78943 85537 3.60% 0.371%
40 11.771 890 891 892 rvv 90777 70331 2.96% 0.305%
41 12.251 931 933 935 rBV 57944 95177 4._00% 0.413%

42 12.674 968 970 974 rBV 303250 325614 13.70% 1.413%
43 12.788 977 980 982 rBV 1464243 1486508 62.54% 6.452%
44 12.845 982 985 986 rvVv 23022 38551 1.62% 0.167%
45 13.256 1019 1021 1024 rBV 194567 288840 12.15% 1.254%

46 13.828 1069 1071 1074 rBV2 524753 653933 27.51% 2.838%
47 14.285 1109 1111 1112 rBV 168284 173574 7.30% 0.753%
48 15.222 1190 1193 1196 rBVY 308211 419021 17.63% 1.819%

Sum of corrected areas: 23040990
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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\BF061816\

BF088130.D

18 Jun 2016 13:19

UM/SsJ

H3501-03

6 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

Abundance

2000000

1500000

1000000

500000

1.78

TIC: BF088130.D

6.36.47 6.84

5.30

7.26

6.68

4.86

0
Time-->

3.00

3.50

4.00

5.50

6.00

T T
4.50 5.00
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2000000

1500000

1000000

500000

V.G474
0

TIC: BF088130.D
05
12.79

10.51 13.26

708 9.72

9.45
9.53 104851614

875&&&916

A A
LI S B E B S

Time-->

11.50 12.00

12.50 13.00

10.00

10.50 11.00

o
8.00

8.50 9.00 9.50

Abundance

2000000

1500000

1000000

500000

0

13.

TIC: BF088130.D

83

14.29 15.22

Time-->

16.00 16.50 17.00

14.00 14.50

15.00 15.50

17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

1.88 8.24 ng 238849 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Propane. 1.l1-dimethoxy-2-methvl- 118 C6H1402 041632-89-7 42
3 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
5 Glycine 75 C2H5NO2 000056-40-6 9

Abundance Scan 26 (1.884 min): BF088130.D (-25) (-) m/z 75.05 100.00%
79.0
5000 450

1.80 2.00 220

36.0 | | 570 103.1

o} S L Y NSRS IS .43 NS m/z 73.10 74.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 29.0 LA L B B

1.80 2.00 220
m/z 45.05 35.87%

| 57.0 | 870 1030
o.w..”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..
m/z--> 60 70 80 90 100 110 120
Abundance
75.0
I e e e e
1.80 2.00 2.20
5000 m/z 41.10 23.95%
87.0
55.0
310 450
103.0 117.0
o) NIRRT AR NS R MRS S MMM MM LS~ CC M-
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9253: 2-Propanol, 1,1-dimethoxy- T
75.0 1.80 2.00 2 20

m/z 47.00 17.05%

5000
20 47.0 57.0 89,0
1, ‘ \\ \ \ 103.0  119.0

o.w..”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”.. R

m/z--> 20 40 50 60 70 80 90 100 110 120 1.80 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 Methyl methacrylate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
227 3590 104023  1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Methvl methacrviate 100 C5H802 000080-62-6 95

004358-59-2 83
000923-26-2 74
006776-19-8 59

2 2-Butenoic acid. methvl ester. (2)- 100 C5H802
3 2-Propenoic acid. 2-methvl-. 2-h... 144 C7H1203
4 2-Butenoic acid. ethyl ester. (2)- 114 C6H1002

5 Crotonyl isothiocyanate 127 C5H5NOS 060034-28-8 53
Abundance Scan 60 (2.273 min): BF088130.D (-57) (-) m/z 41.10 100.00%
41.1 69.0
5000
100.0
T e
55.0 85.0 2.00 2.20 2.40 2.60
o PPt A {1 T R | m/z 69.00 85.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3682: Methyl methacrylate
41.0 69.0
5000 LRI L L L L LB
100.0 2.00 2.20 2.40 2.60
m/z 39.05 50.98%
15‘-0 29.0 55.0 85.0 ‘
ok e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0
e R e
41.0 200 220 2.40 2.60
5000 100.0 m/z 100.00 30.14%
o 29.0 55.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20721: 2-Propenoic acid, 2-methyl-, 2-hydroxypropy!| ester
69.0 2.00 2.20 2.40 2.60
41.0 m/z 99.00 20.64%
5000
58.0 o 100.0
150 2P ) \ \ i H 113.0 1290
O e e T R — e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4._86 6.29 ng 182304 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
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 286 (4.856 min): BF088130.D (-284) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 IBEBENRADESRRRE R
| 83.0 4.60 4.80 5.00 5.20
o O 1 OO st S — m/z 59.10 63.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 460 480 500 5.20
m/z 101.10 22 .31%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 4.80 500 520
5000 m/z 58.00 16.26%
101.0
150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R ERLEE S
54.0 4.60 4.80 5.00 5.20
m/z 41.10 9.73%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 unknown6.47 Concentration Rank 1

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

6.47 82.03 ng 2376750 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 427 (6.467 min): BF088130.D (-424) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 R U R L A
401 54.1 6.20 6.40 6.60 6.80
0 gL.0 e — m/z 134.00 34.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS R A A

6.20 6.40 6.60 6.80
m/z 68.10 32.16%

31.0 51.0
0 ‘ ] H {1 Y L 1
e
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
S S0 L SN
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.10 20.53%
158.0 189.0
O e T o S e o St R anct
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R
132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.56%
5000 67.0
41.0 97.0
‘ ‘ 117.0
miz--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 7 1-Hexanol, 2-ethyl- Concentration Rank 12

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

6.76 2.42 ng 70011 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Oxalic acid. isobutvl heptvl ester 244 C13H2404 1000309-37-2 50
3 Heptane. 2.3.6-trimethvl- 142 C10H22 004032-93-3 45
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 45
5 Heptane, 2-bromo- 178 C7H15Br 001974-04-5 43

Abundance Scan 453 (6.764 min): BF088130.D (-449) (-) m/z 57.05 100.00%
57.0
5000
41.1
“ 701 831 981 1151 6.40 6.60 6.80 7.00

o

.w.”w”.w””nnnp.m“”JL”wJLw”.h””,“”“.““”.“”w.. m/z 41.10 27.87%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0

5000
43.0 6.40 6.60 6.80 7.00
29.0 ‘ 700 g3.0 m/z 43.05 23.12%
|

' 98.0
BTN e =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57.0

6.40 6.60 6.80 7.00

o

5000 m/z 55.05 20.86%
41.0
29.0
o 700 g3 98.0 143.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19207: Heptane, 2,3,6-trimethyl- BB B S
57.0 640 660 6.80 7.00
m/z 83.10 16.58%
43.0
5000
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 9 Cyclotetradecane Concentration Rank 14

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

9.53 2.12 ng 73982 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 58
2 Cvclopentane. l1l-ethvl-2-methvl- 112 C8H16 003726-46-3 50
3 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 46
4 Cvclooctane 112 C8H16 000292-64-8 43
5 Cycloheptane 98 C7H14 000291-64-5 41

Abundance Scan 695 (9.530 min): BF088130.D (-693) (-) m/z 55.05 100.00%
58.0
70.1
5000 97.1
39 o Bp 920 9.40 9.60 9.80
ol A e m/z 43.05 87.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58279: Cyclotetradecane
58.0
%0001 590 920 9.40 9.60 9.80
111.0 m/z 69.10 84 .68%
. | w“w\ A | 1260 15301680 1960
m/z--> 20 40 100 120 150 160 180 260
Abundance
55.0
820 550 5w 9k 9k
5000 m/z 41.10 73.11%
39.0
112.0
e R S S S UL WL B WAL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6826: Cyclopentane, 1-ethyl-2-methyl-, cis- LB L L L I |
58.0 83.0 9.20 9.40 9.60 9.80
m/z 56.10 68.87%
5000 3900
| |,
0'%%?'l"lk“jh'h“'l"'ﬂl"MI""I""P"'I'"'I' T Ty T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 10 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.11 ng 62322 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Tritetracontane 605 C43H88 007098-21-7 80
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 791 (10.628 min): BF088130.D (-789) (-) m/z 57.10 100.00%
57.1
5000
J 131 1861 1040 10,60 10.80 11.00
O e o o o T s et O EEE m/z 43.10 62.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57.0
5000 LR LU LIS BN B
10.40 10.60 10 80 11. oo
m/z 71.10 61.70%
ol L) | (1130 160.0 225.0 281.0 3380
m/z--> éo 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance
57.0
1040 10,60 10.80 11.00
5000 m/z 85.05 38.90%
o 111.0 169.0 2250 2810 3370 393.0 463.0 519.0 575.0
m/z--> éo 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #140552: Dodecane, 1-iodo- R B e B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.83%
5000
155.0
0'“'|“"w'“wt““|'“' SR S S SN RS RN SRR B R AR SUNA SRR B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.40 10.60 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 11 n-Dodecyl methacrylate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.20 ng 64727 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-., dec... 226 C14H2602 003179-47-3 86
3 Cvclopentane. 1l-butvl-2-propvl- 168 C12H24 062199-50-2 49
4 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 41
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 38
Abundance Scan 819 (10.948 min): BF088130.D (-816) (-) m/z 69.10 100.00%
69.1 87.0
41.1
5000
111.1 AR PR SN B
127.1 149.1 1682 10.60 10.80 11.00 11.20
(o} m/z 87.00 82.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #105674: n-Dodecyl methacrylate
41.0 69.0
87.0
5000

10.60 10.80 11.00 11.20
‘ 111.0 m/z 41.10 67.12%
Il

., 400 1680 49502110

15.0 \‘

|l ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0
87.0 B B B e e
10.60 10.80 11.00 11.20
5000 m/z 55.10 42 .80%
111.0  140.0
NSRRI S | NS M.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36850: Cyclopentane, 1-butyl-2-propy!- R ER B AT
69.0 10.60 10.80 11.00 11.20
m/z 70.10 40.69%
5000 41.0
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 12 unknownll.07 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.07 2.59 ng 76322 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-isoxazol-5(4H)-one 99 C4H5N02 001517-96-0 25
2 3-Methvl-5-hvdroxv-isoxazole 99 C4H5NO02 045469-93-0 25
3 2.3-Octanedione 142 C8H1402 000585-25-1 22
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 18
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 14
Abundance Scan 830 (11.073 min): BF088130.D (-829) (-) m/z 57.10 100.00%
57.1
99.0
125.0
5000
10,80 11.00 11.20 11.40
o} m/z 41.10 84 .39%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #3451 3-Methyl-isoxazol-5(4H)-one
41.0
71.0 99.0
5000 RN SURLE SUNILE B
10.80 11.00 11.20 11.40
m/z 43.05 76.87%
OrﬁﬂM"”l"”l"”I"”I"”I"”I"'W"'W"'W"'W
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
41.0
RN SURLE SUNILE B
10.80 11.00 11.20 11.40
5000 0 990 m/z 99.00 65.13%
e S UL U B S RS L SR BN AR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #19631: 2,3-Octanedione B e e
43.0 10.80 11.00 11.20 11.40
m/z 71.10 62.62%
5000 710 90
0 | “‘ H‘ L1 Ly 122.0 14\20
m/z--> 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 13 3-Methyl-2-butenoic acid, u... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.25 3.23 ng 95177 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-butenoic acid. undec-... 252 C16H2802 1000299-31-6 64
2 Oxalic acid. cvclohexvl isobutvl... 228 C12H2004 1000309-30-4 59
3 3-Methvl-2-butenoic acid. tridec... 278 C18H3002 1000299-31-7 59
4 Oxalic acid. cvclohexvl butvl ester 228 C12H2004 1000309-30-5 59
5 Didecyl phosphite 362 C20H4303P 007000-66-0 59
Abundance Scan 933 (12.251 min): BF088130.D (-931) (-) m/z 83.10 100.00%
83.1

%

5000
55.1
206.1 12.00 12.20 12.40 12.60
111.1 149.1 239.1 289.2
Ol bl L LB, O26LS S92 ‘m/z 55.10  29.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104072: 3-Methyl-2-butenoic acid, undec-2-enyl ester
83.0
5000 LA B L L L L L L
12. 00 12 20 12. 40 12. 60
550 m/z 41.10 9.66%
200 | | .109.0 153.0 181.0 209.0 252.0
R A B e B B e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83.0
s B
55.0 12.00 12.20 12.40 12.60
5000 ' m/z 84.10 8.46%
29.0
0 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126118: 3-Methyl-2-butenoic acid, tridec-2-ynyl ester e RARREEE RS
83.0 12.00 12.20 12.40 12.60
m/z 206.10 7.37%
5000
ol290 %30 | 1070 1510
A B e A Ra A B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

8270-BF060716.M Mon Jun 20 17:27:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088130.D

Aca On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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 14 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.67 9.96 ng 325614 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 Diphenolic acid 286 C17H1804 000126-00-1 56
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 53
4 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 52
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 52
Abundance Scan 970 (12.674 min): BF088130.D (-968) (-) m/z 213.10 100.00%
218.1
5000 J\A
119.0 L S
91.1
391 65.0 165.1 12.40 12,60 12.80 13.00
Obrrprerrrrsepbrrtred .',.J..-.‘i..?x“,?.].\.,....}??.l,.. 24222682 3043 s %195 00 23.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 LI DL UL SURLLR IR
12:40 12,60 12.80 13.00
119.0 m/z 214.10 15.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
213.0

12.40 12. 60 12. 80 13.00

5000 m/z 228.10 14.85%
119.0 286.0
o 39.0 65.0 910 149.0 177.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-bldipyran-2-one, 8,8-dimethyl- L B i
218.0 12. 40 12. 60 12. 80 13. 00

m/z 91.10 11.93%

185.0

28.0 51.0 920 1280 1570 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

8270-BF060716.M Mon Jun 20 17:27:08 2016 Page: 14



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Sear

Z:\HPCHEM1I\BNA F\DATA\BF061816\
BF088130.D

18 Jun 2016 13:19

UM/SJ

H3501-03

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\827

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

ch Compound Report

0-BF060716 .M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

15 m-Bis(p-methoxyphenoxy)benz

ene Concentration Rank 8

ive to ISTD R.T.

e-di2 13.83
MolForm CAS# Qual
C20H1804 013118-91-7 64

R.T. EstConc Area Relat
1429  5.31ng 173574  Chrysene-d12  13.83
Hit# of 5 Tentative ID MW
"1 m-Bis(p-methoxvohenoxv)benzene 322 C20H1804  013118-91-7

2 Akuammilan-17-oic acid. methvl e... 322 C20H22N202 006475-05-4 58
3 1H-Indole. 3-Phenvl-2-(3"-methvl... 322 C23H18N2 164936-86-1 56
4 Phenol. 2-(2H-benzotriazol-2-v1)... 351 C22H29N30 025973-55-1 53
5 Pyrazole-4-carboxylic acid, 3-(1... 322 C20H22N202 1000272-86-5 39
Abundance Scan 1111 (14.285 min): BF088130.D (-1109) (-) m/z 322.20 100.00%
322.2
5000 J
43.1 921 1331 2521 351.3 14.00 14.20 14.40 14.60
Ol et A g 3L 22430 2922 | ) 3864 77 323.20 23.50%
m/z--> 50 100 150 200 250 300 350
Abundance #162850: m-Bis(p-methoxyphenoxy)benzene
322.0
5000 R I U B B
14.00 14.20 14.40 14.60
1610 m/z 351.30 8.51%
410 760 1230 “PRT 2130 56, 090
m/z--> 50 160 150 200 250 300 350
Abundance
92.0 322.0
263.0 e
14.00 14.20 14.40 14.60
s000{ 530 156.0 m/z 43.10 6. 46%
121.0 1940 234.0
292.0
L S (L W L L WL L SRR
m/z--> 50 100 150 200 250 300 350
Abundance #163012: 1H-Indole, 3-Phenyl-2-(3-methyl-1H-indol-2"-yl)- T
322.0 14.00 14.20 14.40 14.60
m/z 92.10 6.35%
5000
153.0
200570 970 |, 2040 2450 2934 |
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF060716.

M Mon Jun 20 17:27:08 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088130.D

Acq On : 18 Jun 2016 13:19

Operator : UM/SJ

Sample - H3501-03

Misc :

ALS Vial : 6 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]
Propane, 1,1-dime... 1.88 8.2 ng 238849 1 6.68 579517 20.0
Methyl methacrylate 2.27 3.6 ng 104023 1 6.68 579517 20.0
2-Pentanone, 4-hy... 4._.86 6.3 ng 182304 1 6.68 579517 20.0
unknown6 .47 6.47 82.0 ng 2376750 1 6.68 579517 20.0
1-Hexanol, 2-ethyl- 6.76 2.4 ng 70011 1 6.68 579517 20.0
Cyclotetradecane 9.53 2.1 ng 73982 3 9.72 697343 20.0
Tetracosane 10.63 2.1 ng 62322 4 11.20 589708 20.0
n-Dodecyl methacr... 10.95 2.2 ng 64727 4 11.20 589708 20.0
unknown1l1.07 11.07 2.6 ng 76322 4 11.20 589708 20.0
3-Methyl-2-buteno... 12.25 3.2 ng 95177 4 11.20 589708 20.0
Phenol, 4,4"-(1-m... 12.67 10.0 ng 325614 5 13.83 653933 20.0
m-Bis(p-methoxyph... 14.29 5.3 ng 173574 5 13.83 653933 20.0
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