LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084861.D
Aca On : 5 Feb 2016 15:56 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1347-01 DRUM-196-242-COMPOSITE
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-BF020116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 2.201 8 10 20 rvB 38724 71957 1.76% 0.163%
2 2.910 69 72 81 rBv2 12822 76667 1.87% 0.174%
3 4.807 236 238 250 rVB 826673 1191889 29.07% 2.705%
4 5.253 275 277 280 rBVY 3849427 3842699 93.74% 8.723%
5 6.236 362 363 367 rBV 130143 144811 3.53% 0.329%
6 6.316 367 370 372 rBVY 3627659 4035876 98.45% 9.161%
7 6.430 377 380 382 rVV 4408849 4066361 99.19% 9.230%
8 6.659 398 400 402 rBVY 1350150 1113104 27.15% 2.527%
9 6.819 411 414 416 rBV 3069249 3124615 76.22% 7.093%
10 7.230 447 450 452 rBVY 2550616 2506871 61.15% 5.690%
11 7.356 455 461 463 rBV 75821 113062 2.76% 0.257%
12 7.470 466 471 472 rBV3 32017 51945 1.27% 0.118%
13 7.710 488 492 495 rBV3 69503 138835 3.39% 0.315%
14 7.870 503 506 507 rBV 52681 59953 1.46% 0.136%
15 7.950 510 513 515 rVV 1449091 1607897 39.22% 3.650%
16 8.019 518 519 523 rVV 28945 47573 1.16% 0.108%
17 8.247 535 539 543 rBV4 33033 96143 2.35% 0.218%
18 8.304 543 544 546 rVV 66382 91483 2.23% 0.208%

19 8.384 549 551 555 rvB 116235 160100 3.91% 0.363%
20 8.556 564 566 568 rvB 187719 192955 4.71% 0.438%

21 8.647 572 574 576 rVB3 40366 52942 1.29% 0.120%
22 8.876 588 594 596 rBV5 65656 214267 5.23% 0.486%
23 8.922 596 598 599 rvv2 52551 80674 1.97% 0.183%
24 8.979 602 603 604 rvv 120039 98984 2.41% 0.225%

25 9.025 604 607 610 rvV 4035140 3987756 97.28% 9.052%

26 9.116 612 615 617 rvVv 269157 287197 7.01% 0.652%
27 9.173 617 620 623 rVB4 52249 111138 2.71% 0.252%

28 9.367 635 637 640 rBvV3 36332 73826 1.80% 0.168%
29 9.425 640 642 644 rBV 1512645 1345402 32.82% 3.054%
30 9.527 649 651 653 rVvB3 39209 62462 1.52% 0.142%

31 9.642 659 661 663 rvVB 255088 220519 5.38% 0.501%
32 9.699 663 666 668 rvB 1396008 1592624 38.85% 3.615%
33 9.859 678 680 683 rBv2 85243 149030 3.64% 0.338%
34 9.927 683 686 688 rvv 126894 187352 4._.57% 0.425%

8270-BF020116.M Mon Feb 08 16:29:30 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084861.D
Aca On : 5 Feb 2016 15:56 Instrument :
Operator : SJ/1Z EﬁAfs el

- _ lentosampleld :
3?22'6 : H1347-01 DRUM-196-242-COMPOSITE
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-BF020116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.962 688 689 691 rvB 59138 52264 1.27% 0.119%

36 10.076 697 699 701 rBV 142310 134572 3.28% 0.305%
37 10.145 701 705 706 rVB 159130 178193 4 _.35% 0.404%
38 10.362 721 724 727 rVB 66120 88729 2.16% 0.201%
39 10.488 732 735 737 rvv2 2170981 2945532 71.85% 6.686%
40 10.613 744 746 748 rBV 194818 232514 5.67% 0.528%

41 10.648 748 749 753 rvVB2 41493 79041 1.93% 0.179%
42 10.705 753 754 758 rBV3 25543 45768 1.12% 0.104%
43 10.808 761 763 765 rBvV2 31080 50498 1.23% 0.115%
44 11.059 782 785 786 rBV 156203 139480 3.40% 0.317%
45 11.093 786 788 792 rvv2 37434 66356 1.62% 0.151%
46 11.173 792 795 797 rVV 1812754 1591068 38.81% 3.612%
47 11.230 797 800 805 rvB4 22351 54212 1.32% 0.123%
48 11.413 813 816 820 rBV3 23647 56709 1.38% 0.129%
49 11.482 820 822 824 rBV 105890 91490 2.23% 0.208%
50 11.722 841 843 844 rBV 41529 42817 1.04% 0.097%
51 11.893 854 858 859 rBvV 55518 67224 1.64% 0.153%

52 11.973 862 865 870 rBvV 85448 140728 3.43% 0.319%
53 12.762 931 934 936 rBV 4332125 4099434 100.00% 9.305%

54 13.231 973 975 978 rBV 50062 62969 1.54% 0.143%
55 13.414 989 991 992 rBV 35013 48322 1.18% 0.110%
56 13.665 1011 1013 1016 rBV2 106837 172309 4._.20% 0.391%
57 13.722 1016 1018 1020 rVB2 40008 51421 1.25% 0.117%
58 13.802 1022 1025 1027 rVB 1531417 1404592 34.26% 3.188%
59 14.316 1066 1070 1074 rBV3 25432 48254 1.18% 0.110%

60 15.162 1142 1144 1147 rBV 607089 910978 22.22% 2.068%

Sum of corrected areas: 44054443
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084861.D

4000000 5.25
6.32

6.82
3000000

7.23
2000000
6.66

1000000 4.81

220 291 g I CRACK

o~ A A s

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084861.D
9.02 12. 76

4000000

3000000

10.49
2000000 11.17

.95 i 9.70

1000000

o980 Yo Yo oatheorurouaer | 132330 198

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084861.D

4000000

3000000

2000000
3.80

1000000
15.16

14.32

e B e e B B L L

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

Sample : H1347-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 21.42 ng 1191890 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 238 (4.807 min): BF084861.D (-236) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 L B
83.1 440 460 4.80 5.00 5.20
-t e e m/z 59.10 60.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L RS AL
50.0 440 460 480 500 5.20
m/z 101.10 18.93%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o ok 450 450 500 520
5000 m/z 58.10 14 .33%
20.0 101.0
ol 120 73.0 85.0
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 T
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 9.35%
5000 41.0
A Y 1260 1420
o SN SN 1 L N S—— . S UMMM I S A\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Ethanol, 2,2"-oxybis- Concentration Rank 8

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

6.24 2.60 ng 144811 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 83
2 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 42
3 Ethanol. 2-methoxv- 76 C3H802 000109-86-4 9
4 2-Hvdroxvethvlhvdrazine 76 C2H8N20 000109-84-2 9
5 2-Propanol, 1,3-dimethoxy- 120 C5H1203 000623-69-8 9

Abundance Scan 363 (6.236 min): BF084861.D (-362) (-) m/z 45.10 100.00%
44.1 h
5000
75.1
6.00 6.20 6.40 6.60
58.0 88.0
O'W“P“WMW““W“P“W"W“H“"vmv“w“W““v“ﬁ“W““W“v“W“ m/z 75.10 19.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4862: Ethanol, 2,2'-oxybis-
45.0
5000
6.00 6.20 6.40 6.60
310 75.0 m/z 43.00 10.74%
19.0 :
Obrprrer 23 Qe 2 b 3B M e rrrrr 2B Orererrmprrrefbrerrrr 8 errm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45.0
6.00 6.20 6.40 6.60
5000 m/z 44.00 9.29%
) 50 270 390 55.0 73.0 870
S LA RN LR LA LA L) AL RAALY KAk RAALY KAkt BRI KAk AR LAy AT KA A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #922: Ethanol, 2-methoxy- I AREERAEEEE S ne
48.0 6.00 6.20 6.40 6.60
m/z 76.00 9.09%
5000
15.0 29.0
‘ | ‘ 1L 580 760
OFrrrrrprrr e T T T T T T e IEREE LSRR RN L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.43 Concentration Rank 1

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

6.43 73.06 ng 4066360 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 380 (6.430 min): BF084861.D (-377) (-) m/z 132.00 100.00%
132.0
5000 68.1
w15y | % J obo 550 60 oko 6By
o} AREE e m/z 68.10 42 .85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L IR I R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.86%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.20 6.0 6.60 6.80
5000 980 1160 m/z 66.10 27.96%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- N B e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.19%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T R A e
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 5 Tetradecane Concentration Rank 10

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

8.56 2.40 ng 192955 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 566 (8.556 min): BF084861.D (-564) (-) m/z 57.10 100.00%
51.1
5000
411
e R
8.20 8.40 8.60 8.80
o vzl et 184.4 m/z 43.10  73.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55008: Tetradecane
57.0
5000 85.0 NSRS SRS SRR
41,0 8.20 8.40 8.60 8.80
m/z 71.10 48.91%
oL15.0 J I, , 1130 1410 1690 1980
miz--> 20 4'0 6 o abo 1o o 10 180 o
Abundance
43.0 71.0
820 840 860 880
5000 126.0 m/z 41.10 32.78%
o 97.0 1550  184.0
m/z--> 25 45 eb 85 160 150 140 160 1éo 260 '
Abundance #64571: Pentadecane A e R
57.0 8.20 8.40 8.60 8.80
m/z 85.10 31.26%
5000 85.0
41/0
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 1('30 15';0 2(')0 ' 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown8.88 Concentration Rank 7

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

8.88 2.69 ng 214267 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 35
2 t-Butvl 1-thio-1-desoxv-.beta.-D... 252 C10H2005S 1000126-98-1 35
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 27
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 27
5 Hexadecane 226 C16H34 000544-76-3 27

Abundance Scan 594 (8.876 min): BF084861.D (-588) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.0 — WA~ ST VIV VS
97.0 149.0 8.60 8.80 9.00 9.20
(o} m/z 57.10 75.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12980: Heptanoic acid
60.0
5000 RN AN N AL R
41.0 8.60 8.80 9.00 9.20
“ 87.0 m/z 60.00 64.57%
T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
'8.60 8.80 9.00 9.20
5000 m/z 73.00 62.19%
85.0
116.0 145.0
0 164.0 194 o 234.0253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36171: Undecane, 2-methyl- P Loy Rammr
43.0 8.60 8.80 9.00 9.20
m/z 41.10 53.95%
5000 71.0
0 ‘ \h ‘ 1l ‘ 99 0 127 0 155.0
m/z--> 20 40 6|0 8IO 1(')0 12'0 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecane Concentration Rank 6

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

9.64 2.77 ng 220519 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 59
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 50

Abundance Scan 661 (9.642 min): BF084861.D (-659) (-) m/z 57.10 100.00%
5%.1

5000

9.40 9.60 9.80 10.00

1131 1410

(0} m/z 43.10 76.33%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 LA L L L L LB TTT
85.0 9.40 9.60 9.80 1000
29.0 ' m/z 71.05 49 _28%
0 ‘ “ Il ‘ , 113.0 1410 169.0 197.0 226.0
L I A I e o e LR o o e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R R Saman e
9.40 9.60 9.80 10.00
5000 85.0 m/z 85.10 33.89%
29.0
0 113.0 ]_4]_ 0 169 o 198.0
L I A I e o B N L S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64573: Pentadecane RE R AR S & e
57.0 9.40 9.60 9.80 10.00
m/z 41.10 31.67%
5000 85.0
29.0
o ‘\ oy, 8o 1410 168.0 212.0
m/z--> 60 80 100 120 140 160 180 200 220 9.40 9.60 980 10 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 9 Dodecanoic acid Concentration Rank 11

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

9.93 2.35 ng 187352 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 43
4 Octanoic Acid 144 C8H1602 000124-07-2 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 42

Abundance Scan 686 (9.927 min): BF084861.D (-683) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
157.1
97.1
LJ. 1140 200.2 9.60 9.80 10.00 10.20
o} m/z 60.00 91.82%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60.0
43.0
5000
g5.0 1290 9.60 9.80 10.00 10.20
' m/z 43.10 75.57%
2710 ‘ 101.0 ‘ 200.0
Oy .‘. i .‘i‘k‘. .“H.‘l‘ IM . .h‘l..‘k. e "i"""l i .‘. .1?:.39. i l”
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
'9.60 9.80 10.00 1020
5000 43.0 m/z 55.10 64.63%
85.0 129.0
O el e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12420: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- R R ma AR
430 o0 9.60 9.80 10.00 10.20
‘ m/z 41.10 58.54Y%
129.0
5000
| ‘ 87.0 4100
0"'l'”'JM"““"'|“"J"“l'“"w"'l'”'l"'w" AR AR SRR
m/z--> 200 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 10 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.24 ng 178193 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 705 (10.145 min): BF084861.D (-701) (-) m/z 57.10 100.00%
57.1
5000 85.1
131 141 550 1000 10.20 1040
(o} . m/z 43.10 70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 B R BAREE
85.0 9. 80 10. oo 10 20 10.40
29.0 m/z 71.10 57.72%
0 | L L 1130 1410 1690 282.0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
9.80 10.00 10.20 1040
5000 m/z 85.10 38.10%
85.0
29.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane AR EEEEETE e
57.0 9.80 10.00 10.20 10.40
m/z 41.10 31.04%
5000 85.0
29 0
“w'“w'“w'“w“'w“'w“'w“"“"“"“"“"“'w“'w“ L A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. OO 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 11 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.92 ng 232514 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 83
4 Hexadecane 226 C16H34 000544-76-3 78
5 Heptacosane 380 C27H56 000593-49-7 68
Abundance Scan 746 (10.613 min): BF084861.D (-744) (-) m/z 57.10 100.00%
51.1
5000
113.1 10.20 10.40 10.60 10.80 11.00
0 1all 1691 m/z 43.10 64.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45544: Tridecane
57.0
5000 AR AR B R
85.0 mmmmmmmmnm
29.0 m/z 71.10 53.68%
0 dod Il 1130 1410 1840
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 250 250
Abundance
57.0
10,20 10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 38.29Y%
29.0 113.0 169.0
e A RS RN AR SAARE RA ,}ﬂ?,? TTTT T |""??§'q
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55017: 3,5-Dimethyldodecane I B e
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 28.48%
5000
85.0
29.0
0 L | 280 190 1980
m/z--> ' 4'0 6|O 8|0 1(')0 12'0 14'10 160 180 200 22'0 24'10 10. 20 10. 40 10. 60 10. 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\

Data File : BF084861.D

Aca On : 5 Feb 2016 15:56

Operator : SJ/1Z

ﬁ?gg'e - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 12 Heptafluorobutyric acid, n-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.67 2.45ng 172309  Chrysene-di2 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. n-octad...
2 1.2-Octadecanediol

3 1-Octadecanol

4 Pentafluoropropionic acid. hepta...
5 Trifluoroacetic acid, n-octadecy...

466 C22H37F702
286 C18H3802
270 C18H380
402 C20H35F502
366 C20H37F302

000400-57-7 91
020294-76-2 91
000112-92-5 91
1000283-04-2 91
079392-43-1 91

Abundance Scan 1013 (13.665 min): BF084861.D (-1011) (-)
571.1
5000
0 139.1 167.1 281.1
IIIIIII. TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43.0
69.0
5000
. || 1250 169.0 1950 224.0 252.0
RRRRREESRRRE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0
5000
29.0 111.0
0 139.0 168.0 207.0 255.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100814: 1-Octadecanol
53[0 83.0
5000 111.0
167.0 1960 224.0 252.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 57.10 100.00%

13.40 13.60 13.80 14.00

m/z 43.10 85.09%

13. 40 13 60 13. 80 14. OO

m/z 55.10 78 .13%

13.40 13.60 13.80 14.00

m/z 83.10 68 .55%

13.40 13.60 13.80 14.00

m/z 69.10 67 .74%

13. 40 13 60 13. 80 14. OO

8270-BF020116.-M Mon Feb 08 16:29:41 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020516\

Data File : BF084861.D

Acq On : 5 Feb 2016 15:56

Operator : SJ/1Z

3?22'6 - H1347-01 DRUM-196-242-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.81 21.4 ng 1191890 1 6.66 1113100 20.0
Ethanol, 2,2"-oxy... 6.24 2.6 ng 144811 1 6.66 1113100 20.0
unknown6 .43 6.43 73.1 ng 4066360 1 6.66 1113100 20.0
Tetradecane 8.56 2.4 ng 192955 2 7.95 1607900 20.0
unknown8 .88 8.88 2.7 ng 214267 3 9.70 1592620 20.0
Hexadecane 9.64 2.8 ng 220519 3 9.70 1592620 20.0
Dodecanoic acid 9.93 2.4 ng 187352 3 9.70 1592620 20.0
Eicosane 10.14 2.2 ng 178193 3 9.70 1592620 20.0
Tridecane 10.61 2.9 ng 232514 4 11.17 1591070 20.0
Heptafluorobutyri... 13.67 2.5 ng 172309 5 13.80 1404590 20.0
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