LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : 6G4015-08

Misc :

ALS Vial : 10 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-BF101015.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 4.994 247 250 252 rBV 892507 1184180 11.16% 4 _.060%
2 5.406 284 286 289 rBV 664441 885898 8.35% 3.037%
3 6.457 375 378 380 rBY 1362144 1301344 12.27% 4.461%
4 6.583 387 389 392 rBVY 1105592 1113131 10.49% 3.816%
5 6.823 408 410 412 rBV 414896 395727 3.73% 1.357%
6 6.972 421 423 426 rBV 968886 1123765 10.59% 3.852%
7 7.394 457 460 462 rBV 817203 901838 8.50% 3.092%
8 8.114 520 523 525 rBV 446801 536824 5.06% 1.840%
9 9.189 614 617 620 rBY 1956428 1843549 17.38% 6.320%
10 9.589 649 652 654 rBV 281878 250298 2.36% 0.858%

11 9.863 674 676 679 rBvV 497813 653617 6.16% 2.241%
12 10.652 743 745 750 rBV2 114806 157044 1.48% 0.538%
13 10.766 753 755 760 rVB 88760 131803 1.24% 0.452%
14 11.361 804 807 809 rBvV 628137 697145 6.57% 2.390%
15 11.601 824 828 830 rBV3 59198 142067 1.34% 0.487%

16 11.646 830 832 835 rvv 129403 126183 1.19% 0.433%
17 11.829 844 848 851 rBv4 54146 192748 1.82% 0.661%
18 11.909 851 855 857 rBvV3 63493 161127 1.52% 0.552%
19 12.058 867 868 870 rBvV 171361 172931 1.63% 0.593%
20 12.344 891 893 895 rBvV 146931 202894 1.91% 0.696%

21 12.412 897 899 901 rBVvV2 104058 164716 1.55% 0.565%
22 12.458 901 903 904 rBV 176932 211054 1.99% 0.724%
23 12.641 918 919 920 rVB 156346 107253 1.01% 0.368%
24 12.664 920 921 923 rBV 126366 222414 2.10% 0.762%
25 12.835 935 936 938 rBV 281216 297531 2.80% 1.020%

26 12.961 944 947 950 rBV 1594924 2095750 19.75% 7.185%
27 13.201 966 968 970 rBv2 259882 309478 2.92% 1.061%
28 13.566 998 1000 1002 rBV 335911 376253 3.55% 1.290%
29 14.092 1041 1046 1049 rBV 4968818 10609514 100.00% 36.371%
30 14.618 1090 1092 1095 rBV 679048 859774 8.10% 2.947%

31 15.658 1181 1183 1186 rVB 302277 388139 3.66% 1.331%

32 16.344 1241 1243 1251 rVB3 257557 713694 6.73% 2.447%
33 16.767 1277 1280 1288 rVB2 238119 640451 6.04% 2.196%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : 6G4015-08

Misc :

ALS Vial : 10 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 29170134
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101515\

BF082283.D

14 Oct 2015 17:01

umsiz

G4015-08

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082283.D

4.99
5.41

0
Time-->

2.50 3.00 3.50

4.00 4.50 5.00 5.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF082283.D

12.96

9.19

9.86
9.59 108577

Time-->

13.50 14.00

10.00 10.50

11.00 11.50 12.00 12.50 13.00

9.00 9.50

14.50

Abundance
6000000

5000000

4000000

3000000

2000000

0

TIC: BF082283.D

15.66

1000000 16.34 1577

Time-->

20.00

15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1

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

4.99 59.85 ng 1184180 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 250 (4.994 min): BF082283.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
o 250 450 500 520 540
...,....,....,....',':...,..'!I,..??-,Q...f‘?‘.l..,...:,|....,. m/z 59.10 64.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [ IS I UL R
59.0 460 480 500 520 5.40
m/z 101.10 20.80%
31.0 101.0
"'w"'w'““ﬁ--“ﬂ“"l”"l“"|“"F%q'|“"““"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.10 16.50%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.99Y%
5000 41.0
31.0
69.0 87.0
15.0 ‘J L so0 ]l M 98.0 N
miz--> 0 20 30 40 50 60 70 80 90 100 110 | 4.60 4.80 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.58 Concentration Rank 3

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

6.58 56.26 ng 1113130 1,4-Dichlorobenzene-d4 6.82
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-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 389 (6.583 min): BF082283.D (-387) (-) m/z 132.00 100.00%
132.0
5000 68.1
e S0 o b0 k0 70
e e S e 1290 m/z 68.10 45.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR R R
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.16%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 30.10%
33.0 44.0 105.0
s60 00 860
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole  Emm e A BEEE e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.16%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.78 ng 131803 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dotriacontane 451 C32H66 000544-85-4 86
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 78
Abundance Scan 755 (10.766 min): BF082283.D (-753) (-) m/z 57.10 100.00%
51.1
5000
85.0
1040 1060 1080 1100
m/z 43.10 73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73967: Hexadecane
57.0
5000 85.0 DU PR RUUREE B
mmmmmmnm
29.0 m/z 71.10 53.91%
m/z--> 25 Jo éo 86 160 150 150 160 180 200 220 250 2éo
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 41.10 42.87%
29.0
1130 1410 169.0 197.0 268.0
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55009: Tetradecane L e
57.0 10.40 10.60 10.80 11.00

m/z 85.05 35.35%

5000 85.0
29.0
L L L 130 1410 1600 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 1,1"-oxybis- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.60 4.08 ng 142067 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1.1"-oxvbis- 354 C24H500 004542-57-8 83
2 Tetratriacontane 479 C34H70 014167-59-0 64
3 Nonane 128 C9H20 000111-84-2 60
4 Tetratetracontane 619 C44H90 007098-22-8 59
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 59
Abundance Scan 828 (11.601 min): BF082283.D (-824) (-) m/z 57.10 100.00%
57.1
5000 v_jM&AJJ\,,f/AﬂV-“/\JVHNAV
7.1 e ednat N
\ | M l 155.1 004 11.20 11.40 11.60 11.80 12.00
S I P R T P — m/z 71.10 64._45%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #142902: Dodecane, 1,1'-oxybis-
57.0
5000 169.0 AU AR L SRR S
70 11.20 11.40 11.60 11.80 12.00
m/z 43.10 63.91%
18.0 | ‘ ‘\h‘ h‘ \M Ll | 241.0  311.0 3530
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
1120 11.40 11.60 11.80 12.00
5000 m/z 85.10 40.29%
99.0
15.0 141.0 183.0 2250 267.0 311.0 367.0 410.0
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #12251: Nonane e B B
43.0 11.20 11.40 11.60 11.80 12.00
m/z 55.10 35.29%
5000
85.0
"'|'j"|}?g?|""|""|""|' L UL UL AU AR L SRR S
m'z--> 0 50 100 150 200 250 300 350 400 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, l1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.62 ng 126183 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Eicosane 282 C20H42 000112-95-8 80
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 832 (11.646 min): BF082283.D (-830) (-) m/z 57.10 100.00%

517.1
5000 85.1

113.1 11.40 11.60 11.80 12.00
155.2 183.2
el e e .| M/Z 43.10 68.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ’ ’
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 85.0 L B o e e
11.40 11.60 11.80 12.00
20.0 m/z 71.10 54 _.56%
113.0 155.0
W .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R RN A EREE
11.40 11.60 11.80 12.00
5000 650 m/z 85.10 39.30%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

i

Abundance #107651: Eicosane R e i S
57.0 11.40 11.60 11.80 12.00
m/z 41.10 28.61%
5000
85.0
29.0
|0l ) 2130141.0 160.0 197.0 225.0 253.0 282.0

IIIIIIIIIIIIIIIIJIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIII TTr T TTrTT TTT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.40 11.60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Decanol, 2-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.83 5.53 ng 192748 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 62
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 58
3 Tridecane 184 C13H28 000629-50-5 43
4 Dichloroacetic acid. 2-pentadecv... 338 C17H32Cl1202 1000280-64-7 43
5 Heptadecane 240 C17H36 000629-78-7 43
Abundance Scan 848 (11.829 min): BF082283.D (-844) (-) m/z 57.10 100.00%
5%.1
5000 JJ\“Iﬁ/Aﬁb—NJAVAfVWAJXJ/\//
R DU BN LN B
139.2 161 1181.1 209.2 247.2 11.60 11.80 12.00 12.20
m/z 43.10 70.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83805: 1-Decanol, 2-hexyl-
57.0
5000 LR BN SN IS B
290 80 110 11.60 11.80 12.00 12.20
m/z 55.10 56.85%
m\ I} A ‘ M 390 1670 1960 224.0
m/z--> 20 40 60 86 100 120 140 160 180 200 250 240
Abundance
57.0
" 11160 11.80 12.00 12.20
5000 m/z 71.10 54 _.52%
85.0
29.0 111.0
140.0 168.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45544: Tridecane TT T T[T T T T[T I T T[T T T [TTT
57.0 11.60 11.80 12.00 12.20
m/z 69.10 53.19%
5000
85.0
29.0
m/z--> 20 Jo 65 86 100 150 1&0 160 180 200 220 240 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tritetracontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.91 4.62 ng 161127 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 80
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 80
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Heptacosane 380 C27H56 000593-49-7 64
5 Octacosane 394 C28H58 000630-02-4 59
Abundance Scan 855 (11.909 min): BF082283.D (-851) (-) m/z 57.10 100.00%
57.1
5000 MM
ULL 1ot bura 11160 1180 1200 1220
S 58 P 8 Pt — m/z 43.10 78.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0
5000 LA BULELLE UL BN IR
11.60 11.80 12.00 12.20
m/z 71.10 61.14%
“h ‘ “ : ‘1‘69 0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance
57.0
B e s
11.60 11.80 12.00 12.20
5000 m/z 85.10 37.53%
1130 18302310 287.0 343.0 4140
e B R o i e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R BAEaE e e
57.0 11.60 11.80 12.00 12.20
m/z 55.10 35.87%
5000
13. O
169 0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
T T

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 11.60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.06 4.96 ng 172931 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86

Abundance Scan 868 (12.058 min): BF082283.D (-867) (-) m/z 57.10 100.00%

57.1
5000 85.1

11.80 12.00 12.20 12.40

113.1 141 1 168. 1 211 2

Y S N S S = 17 S E—— Y 6 e B 1o B % WY - Xe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
5000 ||||||||||||||||||||||
85.0 11.80 12.00 12.20 12.40
20.0 m/z 71.10 60.18%
Ll 18014101690 282.0
T T e T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
B e N A
11.80 12.00 12.20 12.40
5000 m/z 85.10 41.27%
85.0
29.0

113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #136481: Tetracosane e

57.0 11.80 12.00 12.20 12.40
m/z 41.10 25.89%

5000 85.0
29.0 113.0
‘ “ Il gl 7, 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

e A A T e e R T R e e R m e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Tetradecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.34 5.82 ng 202894 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 87
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 83
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 893 (12.344 min): BF082283.D (-891) (-) m/z 57.10 100.00%

57.1
5000

12.00 12.20 12.40 12.60
m/z 71.10 46.12%

113.1

141.2 169.2 206.2 237.2 267.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64579: Tetradecane, 2-methyl-
57.0

5000 U
85.0 12100 12.20 12,40 12.60

m/z 43.10 37.42%

113.0 169.0
I ] 1410 | 1970

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

57.0

12.00 12.20 12.40 12.60

5000 m/z 85.10 30.76%
85.0

29.0
1130 1410 160.0 1070 2390 267.0

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

Abundance #123100: Pentadecane, 8-heptyl- R A R
57.0 12.00 12.20 12.40 12.60
m/z 55.10 17.86%
5000 85.0
113.0 210.0
h T 1410 1690 L 239.0 2660 3090
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 unknownl2.41 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.41 4.73 ng 164716 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C11H22 004292-92-6 47
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 47
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 47
4 Cvclohexanecarbonvl chloride 146 C7H11CIO 002719-27-9 38
5 Cyclohexane carboxylic acid hydr... 142 C7H14N20 038941-47-8 38

Abundance Scan 899 (12.412 min): BF082283.D (-897) (-) m/z 83.10 100.00%

83.1

55.1

5000

;

111.1

2061 7% 5% 0 e B
238.2 963.3 288.3 12. 12.20 12.40 12. 12.

m/z 55.10 62.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25843: Cyclohexane, pentyl-
83.0
55.0
5000 LA L L L L L L L
12. OO 12. 20 12. 40 12. 60 12. 80
m/z 82.10 55.70%
29.0 ‘ 154.0
S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
R R e s
12.00 12.20 12.40 12.60 12.80
5000 m/z 69.10 41.34%
27.0 126.0

&

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

Abundance #6492: Cyclohexane, ethyl- A EREEEEEES A
83.0 12.00 12.20 12.40 12.60 12.80
m/z 97.10 40.32%
55.0
5000
112.0

29.0
e SR AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12. 20 12. 40 12. 60 12. 80

8270-BF101015.M Thu Oct 15 17:03:48 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.46 6.05 ng 211054 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
Abundance Scan 903 (12.458 min): BF082283.D (-901) (-) m/z 57.10 100.00%
51.1
5000 85.1
113.2 12.20 12.40 12.60 12.80
141.2
e b 2, 183.2210223522642 0 Tm/z 71.10 62.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57.0
5000 LS BN RS SULRLS B
85.0 1220 1240 12.60 12.80
29.0 m/z 43.10 54 _73%
‘ m‘uﬁwmmm%mMQM%mem%%M
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
85.0 " 12120 1240 12,60 12.80
5000 m/z 85.10 43.82%
29.0 113.0

141.0169.0197.0  240.0

Wﬁwwmmwmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73966: Hexadecane I
57.0 12.20 12.40 12.60 12.80
m/z 55.10 24_77%

5000 85.0

29.0 113.0
| ‘ 141.0 169, o 197.0 226.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 12.20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Dichloroacetic acid, heptad... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.64 3.08 ng 107253 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 80
2 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 70
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 70
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 59
5 2-Cyclohexen-1-ol, 1-methyl- 112 C7H120 023758-27-2 41

Abundance Scan 919 (12.641 min): BF082283.D (-918) (-) m/z 97.10 100.00%

1

5000

\

12.40 12.60 12.80 13.00
m/z 55.10 99.18%

153.1 177.2 206.2 249.3 278.4 306.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

}

12.I40 12.I60 12.I8O 13.IOO
m/z 43.10 97.33%

5000

29.0

1390 1680  210.0 238.0 2660 295.0

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

p

55,0

83.0 LI UL UL SURBURE S

29.0 12.40 12.60 12.80 13.00
5000 m/z 69.10 97.26%

111.0
139.0 227.0 286.0

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

\

Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- R B A B
69.0 97.0 12.40 12.60 12.80 13.00
' m/z 57.10 85.62%
5000 41.0
153.0
126.0 181.0 224.0
R B B W
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.66 6.38 ng 222414 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 78
4 Eicosane 282 C20H42 000112-95-8 78
5 Tritetracontane 605 C43H88 007098-21-7 72
Abundance Scan 921 (12.664 min): BF082283.D (-920) (-) m/z 57.10 100.00%
5%.1
5000
151.2 296.1 12.40 12.60 12.80 13.00
— 17922021 2012483 2743 m/z 71.10 72.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane
57.0
85.0
5000 L IR UL S S
nmnmnmwm
29.0 m/z 43.10 71.59%
0L 41180 1410 169.0 197.0 268.0
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 240 2éo 2§o !
Abundance
57.0
12.40 12,60 12.80 13.00
0
5000 85.0 m/z 55.10 63.50%
29.0
113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55010: Tetradecane A REEEE B L
57.0 12.40 12.60 12.80 13.00
m/z 41.10 39.24Y%
5000 85.0
29.0
B 0 G T B DO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 15 28-Nor-17.beta.(H)-hopane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.34 36.78 ng 713694  perylene-d1i2 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 28-Nor-17.beta.(H)-hopane 308 C20H50 036728-72-0 64

090349-87-4 38
1000195-40-9 38
1000285-40-2 38
000127-43-5 38

1

2 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220
4 _beta.-iso-Methvl ionone 206 C14H220
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220

Abundance Scan 1243 (16.344 min): BF082283.D (-1241) (-) m/z 191.20 100.00%
191.2
5000
95.1
55.1 6.1 B e
: 16.00 16.20 16.40 16.60
245.2 3 3272 3834
2873 m/z 177.20  45.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0
5000 I|IIII|IIII|IIII|IIII
109.0 16.00 16.20 16.40 16.60
398.0 m/z 95.10 33.45%
Jdeo || a0 mso
Il I di u | | 1
— A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
SRR R RRE R R
16.00 16.20 16.40 16.60
5000 m/z 81.10 32.15%
136.0
180 650 1040
— T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen R e o
191.0 16.00 16.20 16.40 16.60
m/z 123.10 31.42%
5000
43.0 149.0
91.0
: ..‘.“,“.“.“.‘ e ‘.“.“‘.‘! e L s R R
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF101015.M Thu Oct 15 17:03:51 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082283.D

Aca On : 14 Oct 2015 17:01

Operator : UM/I1Z

Sample : G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 _beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.77 33.00 ng 640451 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 70
2 28-Nor-17_.beta. (H)-hopane 398 C29H50 036728-72-0 50
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 50
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 49
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 45
Abundance Scan 1280 (16.767 min): BF082283.D (-1277) (-) m/z 191.20 100.00%
191.2
5000 951
55.1 371  EEE R e
16.40 16.60 16.80 17.00
0 | 2222522 8193 8N4 h/z 95.10  36.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000{28.0 AU N IR
16.40 16.60 16.80 17.00
950 1350 m/z 69.10 28.27%
|||‘||‘|||“|“:|“‘|“:‘i|‘|‘|‘|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.40 16.60 16.80 17.00
5000 m/z 81.10 28.03%
109.0
398.0
149.0 260.0 355.0
mz-> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen s e R R
191.0 16.40 16.60 16.80 17.00
m/z 123.10 23.02%
5000
430 o4 149.0
||‘|“|"|”|U|‘J“lmu‘ujui‘ult}‘:lu ———t T R R R
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101515\
Data File : BF082283.D

Acq On : 14 Oct 2015 17:01

Operator : UM/1Z

Sample - G4015-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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]
2-Pentanone, 4-hy... 4 .99 59.9 ng 1184180 1 6.82 395727 20.0
unknown6 .58 6.58 56.3 ng 1113130 1 6.82 395727 20.0
Hexadecane 10.77 3.8 ng 131803 4 11.36 697145 20.0
Dodecane, 1,1"-ox... 11.60 4.1 ng 142067 4 11.36 697145 20.0
Dodecane, 1l-iodo- 11.65 3.6 ng 126183 4 11.36 697145 20.0
1-Decanol, 2-hexyl- 11.83 5.5 ng 192748 4 11.36 697145 20.0
Tritetracontane 11.91 4.6 ng 161127 4 11.36 697145 20.0
Eicosane 12.06 5.0 ng 172931 4 11.36 697145 20.0
Tetradecane, 2-me... 12.34 5.8 ng 202894 4 11.36 697145 20.0
unknownl2 .41 12.41 4.7 ng 164716 4 11.36 697145 20.0
Tetracosane 12.46 6.0 ng 211054 4 11.36 697145 20.0
Dichloroacetic ac... 12.64 3.1 ng 107253 4 11.36 697145 20.0
Nonadecane 12.66 6.4 ng 222414 4 11.36 697145 20.0
28-Nor-17 .beta.(H... 16.34 36.8 ng 713694 6 15.66 388139 20.0
-beta.-iso-Methyl... 16.77 33.0 ng 640451 6 15.66 388139 20.0
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