LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\

Data File : BF088133.D

Aca On : 18 Jun 2016 14:45 Instrument :
Operator - UM/SJ BNA_F

Sample - H3501-06 ClientSampleld :
Misc - FIELDDUPLICATE
ALS Vial : 9 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 5 7 12 rBvV 116017 179171 7.43% 0.799%
2 1.735 12 13 15 rvv 32254 39773 1.65% 0.177%
3 1.781 15 17 25 rv 885251 1312861 54.42% 5.857%
4 1.884 25 26 51 rvB3 95932 317019 13.14% 1.414%
5 2.273 57 60 70 rvB 18997 31295 1.30% 0.140%
6 2.924 116 117 123 rBvV 18173 41045 1.70% 0.183%
7 3.210 139 142 150 rvB2 13807 30172 1.25% 0.135%
8 4.856 283 286 292 rBV 105188 161022 6.67% 0.718%
9 5.290 322 324 327 rBV 1644445 2131478 88.35% 9.510%
10 6.353 413 417 419 rBV2 1866384 2412448 100.00% 10.763%

11 6.467 424 427 429 rVV 1775819 2329990 96.58% 10.395%
12 6.685 444 446 449 rBvY 633279 545220 22.60% 2.432%
13 6.845 457 460 462 rBV 2061419 1922810 79.70% 8.579%
14 7.256 493 496 498 rBV 1174116 1166592 48.36% 5.205%
15 7.382 502 507 512 rVB3 20065 44829 1.86% 0.200%

16 7.976 556 559 561 rBvV 670918 690585 28.63% 3.081%
17 8.982 645 647 650 rvB 43037 42305 1.75% 0.189%
18 9.050 650 653 656 rBVY 2323988 2352153 97.50% 10.494%
19 9.451 685 688 690 rBvV 460347 378163 15.68% 1.687%

20 9.542 693 696 699 rBvV 31238 52047 2.16% 0.232%
21 9.725 709 712 714 rBV 722752 680021 28.19% 3.034%
22 10.159 749 750 754 rVB 25830 26515 1.10% 0.118%
23 10.513 778 781 783 rBV 942187 1056009 43.77% 4.711%
24 10.628 789 791 796 rBV 31372 55603 2.30% 0.248%
25 11.085 829 831 832 rBV 33911 47511 1.97% 0.212%
26 11.199 839 841 843 rBV 695076 578093 23.96% 2.579%
27 11.382 850 857 859 rBV5 10976 34449 1.43% 0.154%
28 11.439 859 862 865 rBv2 23061 43166 1.79% 0.193%
29 11.508 865 868 870 rBvV 48153 48591 2.01% 0.217%
30 11.748 887 889 890 rBV 35090 61837 2.56% 0.276%
31 11.771 890 891 893 rVvB 304498 225728 9.36% 1.007%
32 12.251 931 933 935 rBV3 15475 25452 1.06% 0.114%
33 12.411 945 947 948 rVB 33176 30411 1.26% 0.136%

34 12.674 968 970 975 rBV 80911 105644 4._.38% 0.471%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\

Data File : BF088133.D

Aca On 18 Jun 2016 14:45

Operator : UM/SJ

Samole - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.788 977 980 982 rBV 1879943 1852470 76.79% 8.265%

36 13.257 1019 1021 1025 rBV 66428 83362 3.46% 0.372%
37 13.691 1057 1059 1062 rBV2 81902 109282 4_.53% 0.488%
38 13.828 1069 1071 1074 rBV 518550 548699 22.74% 2.448%
39 14.674 1143 1145 1146 rVB 103070 131875 5.47% 0.588%
40 15.211 1190 1192 1201 rVB 314345 488412 20.25% 2.179%

Sum of corrected areas: 22414108
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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\

BF088133.D

18 Jun 2016 14:45

UM/SsJ

H3501-06

9 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

FIELDDUPLICATE

Abundance

2000000

1500000

1000000

500000

1.78

TIC: BF088133.D

5.29

4.86
292 321

6.84

6.68

7.26

| 7.38

0
Time-->

3.50

4.00

T T
4.50 5.00 5.50

6.00

6.50

7.00

T
7.50
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2000000

1500000

1000000

500000

0

TIC: BF088133.D
05

10.51

9.72 11.20

7.98
9.45

9.54 10.16 10.63 11.08 118

12.79

12.6¥
1

13.26

Time-->

9.50

10.00

10.50 11.00

11.50

12.00 12.50

13.00

Abundance

2000000

1500000

1000000
13

5000001 3.6

TIC: BF088133.D

.83

15.21
14.67

Time-->

16.50 17.00

14.00 14.50

15.00 15.50 16.00

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 : BF088133.D

Aca On 18 Jun 2016 14:45

Operator : UM/SJ

Samole - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 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 4

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

1.88 11.63 ng 317019 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 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 10
5 Glycine 75 C2H5NO2 000056-40-6 9

Abundance Scan 26 (1.884 min): BF088133.D (-25) (-) m/z 75.05 100.00%
79.0
5000 45.0
wol || 50 TR 2k 2k
O T B Bt e L L O e m/z 73.10 75.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 L L L R
45.0 1.80 200 2.20
31.0 m/z 45.05 37.63%
LB H\ 0 | 880 1030
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
75.0
180 200 220
5000 m/z 41.05 26.66%
310 450
o 150 59.0 105.0
R UL UL SURILIL SURELI SURBLEL SURBLI SUREUS UL SURILL B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- T
73.0 1.80 200 220
m/z 47.05 16.84%
5000
45.0
29.0
0 I N L 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 180 200  2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\

Data File : BF088133.D

Aca On 18 Jun 2016 14:45

Operator : UM/SJ

Samole - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._86 5.91 ng 161022 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 64
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 286 (4.856 min): BF088133.D (-283) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1

4.60 4.80 5.00 5.20

83.0 |
0..,....,....','::..,..-!-Ii....,....,.-...,...:,....,....,....,....,....,....,.... m/z 59.10 64.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS L I L L L L L L L
460 4.80 5.00 5.20
59.0 m/z 101.10 23.28%
101.0
0 27\9\ Ll . ‘ 71.0 83'0 |
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
R B
460 4.80 5.00 5.20
5000 m/z 58.00 16.99%
43.0
0 71.0 83.0 90 1230 141.0 159.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 460 4.80 5.00 5.20
m/z 41.10 9.57%
5000 41.0
o A =X 1260 1420
e et e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\

Data File : BF088133.D

Aca On 18 Jun 2016 14:45

Operator : UM/SJ

Samole - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 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 unknown6.47 Concentration Rank 1

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

6.47 85.47 ng 2329990 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 16
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 427 (6.467 min): BF088133.D (-424) (-) m/z 132.00 100.00%
13%.0
5000
68.1
96.1 R S R R A
401 540 6.20 6.40 6.60 6.80
0 gL.0 e — m/z 134.00 34.01%
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
310 5L0 m/z 68.10 31.12%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
A
74.0 6.20 6.40 6.60 6.80
5000 98.0 116.0 m/z 66.10 19.69%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14500: 1H-Indazole, 7-methy!l- R B o e R
132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.22%
5000
510 770 104.0
0= 'F%F'NL'N“'”NIpgp'wh"'l""I""I""I"" R RS R A A
m/z--> 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 : BF088133.D

Aca On 18 Jun 2016 14:45

Operator : UM/SJ

Samole - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.85 ng 105644 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 4H-Pvrazolol5.1-cl1-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 64
3 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 59
4 Stannane. chlorotriethvl- 242 C6H15CISn 000994-31-0 58
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 53
Abundance Scan 970 (12.674 min): BF088133.D (-968) (-) m/z 213.10 100.00%
218.1
5000 J I
oL1 119.1 RN e
391 65.1 : 165.1 1240 12.60 12,80 13.00
O ettt bt .1.|,..1.3.?.1...,....1?.5..1.,...-.,. 21 22 %108 10 20.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 L UL UL SULLLN B
1240 12.60 12,80 13.00
119.0 m/z 228.10 16.20%
650 910 165 0 ‘
0 T .‘... R N
miz-> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260
Abundance
213.0
1240 12.60 12.80 13.00
5000 m/z 214.10 15.79%
119.0
400 g0 PO 146.0 169.0
O s o e T T T T T T e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane e AR B D
213.0 12.40 12.60 12.80 13.00
m/z 91.10 11.59%
5000
19.0 242.0
39.0 650 910 1410 169.0 1930
miz-> 20 40 eb 80 160 120 150 160 180 200 220 240 260 12,40 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\

Data File : BF088133.D

Aca On 18 Jun 2016 14:45

Operator : UM/SJ

Samole - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 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 8 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.98 ng 109282 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 87
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 76
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 76
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 76
Abundance Scan 1059 (13.691 min): BF088133.D (-1057) (-) m/z 57.10 100.00%
571.1 83.1

5000

13.40 13.60 13.80 14.00
m/z 83.10 95.53%

o 61.3 303.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55.0 83.0

5000 L e e
13.40 13.60 13.80 14.00
m/z 55.10 84 .96%
290 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
69.0 R R IEEEE e s
97.0 13.40 13.60 13.80 14.00
5000 m/z 97.10 83.11%
125.0

o 153.0 196.0 224.0

WWWTWWWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate e e ERRES BE s
13.40 13.60 13.80 14.00

m/z 43.10 76 .34%

5000

29.0

283.0

154.0 182.0 210.0 238.0 334.0
R EAEEEEEE S mEE
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\BF061816\

Data File : BF088133.D

Aca On 18 Jun 2016 14:45

Operator : UM/SJ

Samole - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Supraene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .67 5.40 ng 131875 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 86
3 Saualene 410 C30H50 000111-02-4 86
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 74
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 72
Abundance Scan 1145 (14.674 min): BF088133.D (-1143) (-) m/z 69.10 100.00%
69.1
5000
07. 14.40 14.60 14.80 15.00
0 .?9.11,». hi G 4 1.7.1.1.20,3.2. 261 300233523678 | n7z 81.10 53.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L UL SULIULN SULUE B
14.40 14.60 14.80 15.00
20 m/z 41.10 18.62%
o120 i'r [ U | . 191.0 231.0 273.0 341.0 410.0
T LR DL L UL L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 15.00
5000 m/z 68.10 12.28%
137.0
29.0 107.0 192.0  247.0 3160
O e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene B R
69.0 14.40 14.60 14.80 15.00
m/z 95.10 11.98%
5000
137.0
0290, | 07.0 |~ 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\

Data File : BF088133.D

Acq On 18 Jun 2016 14:45

Operator : UM/SJ

Sample - H3501-06 FIELDDUPLICATE
Misc :

ALS Vial : 9 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,l1-dime... 1.88 11.6 ng 317019 1 6.68 545220 20.0
2-Pentanone, 4-hy... 4.86 5.9 ng 161022 1 6.68 545220 20.0
unknown6 .47 6.47 85.5 ng 2329990 1 6.68 545220 20.0
Phenol, 4,4"-(1-m... 12.67 3.9 ng 105644 5 13.83 548699 20.0
n-Nonadecanol-1 13.69 4.0 ng 109282 5 13.83 548699 20.0
Supraene 14.67 5.4 ng 131875 6 15.21 488412 20.0
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