LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 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-BF042216.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 5.024 255 257 267 rBV 614104 976243 18.53% 2.036%
2 5.447 291 294 296 rBVY 4376832 4947734 93.91% 10.317%
3 5.847 327 329 332 rBV 95081 89340 1.70% 0.186%
4 6.476 381 384 387 rBY 3326314 4944535 93.85% 10.311%
5 6.613 393 396 398 rBVY 4870181 5111276 97.02% 10.658%
6 6.842 414 416 421 rBV 1173610 1117049 21.20% 2.329%
7 7.002 427 430 432 rBY 3776635 3977156 75.49% 8.294%
8 7.413 462 466 468 rBY 2156819 3209906 60.93% 6.694%
9 7.493 472 473 482 rVB 56678 136030 2.58% 0.284%
10 8.122 526 528 531 rBVY 1115117 1348651 25.60% 2.812%
11 8.236 537 538 546 rVB4 26910 55632 1.06% 0.116%
12 9.208 620 623 625 rBVY 4419403 5268475 100.00% 10.986%
13 9.345 632 635 643 rVB3 28033 86577 1.64% 0.181%

14 9.596 655 657 659 rBvV 604144 508660 9.65% 1.061%
15 9.882 679 682 684 rBV 1180954 1426049 27.07% 2.974%

16 10.316 718 720 721 rVB 77756 66764 1.27% 0.139%
17 10.534 736 739 742 rBV 37215 58698 1.11% 0.122%
18 10.659 748 750 753 rBV2 1812076 2564916 48.68% 5.349%
19 10.785 759 761 767 rVB 114575 139891 2.66% 0.292%
20 11.231 798 800 802 rBV 65853 67965 1.29% 0.142%

21 11.356 809 811 817 rBV 1136580 1425330 27.05% 2.972%
22 12.454 902 907 909 rBvV2 38285 79515 1.51% 0.166%
23 12.568 914 917 920 rBV 159597 184694 3.51% 0.385%
24 12.797 932 937 938 rBvV2 142078 243060 4.61% 0.507%
25 12.819 938 939 944 rvB2 53400 95976 1.82% 0.200%

26 12.945 947 950 962 rVV 3444839 3896426 73.96% 8.125%
27 13.185 968 971 973 rBV2 69463 114615 2.18% 0.239%

28 13.482 994 997 999 rBV 37807 71551 1.36% 0.149%
29 13.517 999 1000 1003 rvv 116087 143699 2.73% 0.300%
30 13.791 1022 1024 1026 rBV 78346 88809 1.69% 0.185%

31 13.848 1026 1029 1034 rBV3 572882 1005069 19.08% 2.096%
32 13.985 1038 1041 1048 rBV2 898839 1517816 28.81% 3.165%
33 14.168 1054 1057 1059 rBV 267984 304570 5.78% 0.635%
34 14.465 1081 1083 1085 rBV 324632 372723 7.07% 0.777%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.625 1095 1097 1099 rBV 126232 156348 2.97% 0.326%

36 14.762 1107 1109 1112 rBV 287793 338962 6.43% 0.707%
37 14.842 1113 1116 1118 rVV 101013 156674 2.97% 0.327%
38 15.003 1128 1130 1135 rBV 77531 211275 4.01% 0.441%
39 15.083 1135 1137 1140 rVV 204043 303619 5.76% 0.633%
40 15.403 1163 1165 1167 rBVY 415868 692453 13.14% 1.444%

41 15.448 1167 1169 1174 rVB2 192916 292142 5.55% 0.609%
42 15.860 1203 1205 1208 rBVY 106012 158197 3.00% 0.330%

Sum of corrected areas: 47955070
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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: BF086394.D

5.45
4000000 7.00
6.48
3000000

7.41
2000000

6.84

1000000
5.02

0 5}-\85 7.49
L E e e e e e I B e e e e e e e e L e o e e e e B L B e e e B I B e

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: BF086394.D

4000000
12.95

3000000

2000000 10.66

8.12 9.88 11.36

8.04 |93 Jt 10.32105310.78 112 12}%%(4 1319 183
: —

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: BF086394.D

1000000

4000000

3000000

2000000

13.99

1000000

14.47 14,76
14.6314.845154°8

14.17 63]4.

rT

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\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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.

5.02 17.48 ng 976243 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 257 (5.024 min): BF086394.D (-255) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 SEEE RN ERARE ERRLE N
| 831 460 480 500 520 540
O el e e e e m/z 59.10 55.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20 5.40
0
150 4, 1010 m/z 101.10 19.03%
0'”IJ”P'“ﬂ'”ﬂ“'P”W'”W”'EaQI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520 5.40
5000 41.0 m/z 58.10 15.16%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime T
43.0 460 480 500 520 5.40

m/z 41.10 8.71%

5000
101.0
150 310 | 80490 860

o

10 20 30 40 50 60 70 80 90 100 110 120 130 140

460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 4 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

7.49 2.02 ng 136030 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 39
3 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 28
4 Heptanoic acid. 2.4-dimethvl-. m... 172 C10H2002 018524-86-2 25
5 Heptanoic acid, 2,6-dimethyl-, m... 172 C10H2002 033315-72-9 25

Abundance Scan 473 (7.493 min): BF086394.D (-472) (-) m/z 73.10 100.00%
73.1
88.1
5000 411 57.1
101.1 116.1
7.20 7.40 7.60 7.80
0 bl ,|....,..'I.,...1.3,’.1.-?.,...1.?.1;.9.,... m/z 88.10 77.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 "'|A"'ﬁ""f""|""
41.0 7.20 7.40 7.60 7.80
570 101.0 1160 m/z 41.10 39.23%
o 150 I ‘ ‘ || 1200 1440
m/z--> 10 20 30 45 50 eb 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 88.0
29.0 720 7.40 7.60 7.80
5000 60.0 m/z 57.10 38.48%
73.0 113.0
o 131.0 158.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7802: 1-Methyl-1-silacyclopntan-1-ol
60.0 84.0 7.20 7.40 7.60 7.80
45.0 m/z 55.10 31.08%
5000
101.0
73.0 ‘ 116.0
0 "I""I""I""‘i‘l‘“" ”\“\ [ ‘.H‘.. .‘..Mluu‘.‘ l""l""'l""I""I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Decane, 1,1"-oxybis- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 13.24 ng 1005070 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 87
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 87
3 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 87
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 70
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 1029 (13.848 min): BF086394.D (-1026) (-) m/z 57.10 100.00%
57.1
RIS SN SUNILE SRR B
5.2 13.60 13.80 14.00 14.20
- ME.F???.??“??...,.... e || M/z 43.10 74 .54%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #116748: Decane, 1,1'-oxybis-
57.0
5000 I B SULRILA UL R
13.60 13.80 14.00 14.20
400 m/z 71.10 61.99%
L] H 2130
m/z--> 0 300 400 500 600 700 800
Abundance
57.0
1360 13.80 14.00 14.20
5000 m/z 55.10 45_79%
5.0
0 197026703370 415.0 499.0569.0 670.0 755.0 835.0
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #110007: Ethanol, 2-(hexadecyloxy)- R B e B
57.0 13.60 13.80 14.00 14.20
m/z 85.10 44 _34%
5000
1.0
oL 196.0 5g1 o
m/z--> 0 100 200 300 400 500 600 700 800 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .17 4.01 ng 304570 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1057 (14.168 min): BF086394.D (-1054) (-) m/z 57.10 100.00%
51.1
85.2
5000
141 2169 3 13.80 14.00 14.20 14.40
 — l ,‘. LA ll 1 LOJS19T2 23932682 8093 8882 sz 71.10  76.54%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57.0
5000 85.0 A SR SRR BARER
13. 80 14. oo 14.20 14.40
m/z 43.10 57.20%
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57.0
650 13.80 14.00 14.20 1440
5000 ‘ m/z 85.15 56.04%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0
m/z--> éo 160 150 260 250 360 3%0
Abundance #123100: Pentadecane, 8-heptyl- R R B
57.0 13.80 14.00 14.20 14.40
m/z 55.10 23.79%
5000 85.0
290 113.0 210 0
o || .“- L 401600 T (23002660 3090 R
m/z--> 50 100 150 200 250 300 350 13. 80 14. oo 14 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .47 4.91 ng 372723 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1083 (14.465 min): BF086394.D (-1081) (-) m/z 57.10 100.00%
57.1
5000
992 14.20 14,40 14.60 14.80
141 2 : : : :
— ,I. A 3412 1832 2392600 31123453 3974 o tL R0 aay
m/z--> 50 100 150 200 250 300 350 400
Abundance #86886: 2-Bromo dodecane
57.0
5000 LR B UL LI SULRA
mmmmmmmm
99.0 m/z 43.10 61.51%
7.0 ‘ : 169.0
A Y B G 1
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.20 14,40 14.60 14.80
5000 m/z 85.15 49 .64%
99.0
o 27,0 141.0 183.0 240.0
miz-> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 21.90%
5000
99.0
L2l || J L 1410 1830 2250 26602960
m/z--> 5'0 100 150 200 250 3(')0 3&1;0 4(')0 14'20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 unknownl14.63 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.06 ng 156348 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 35
9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 22
3 4-Methoxvanthranilic acid 167 C8HONO3 004294-95-5 22
4 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 22
5 Acetic acid, [4-(4-methyl-1-pipe... 262 C14H18N203 346699-90-9 18
Abundance Scan 1097 (14.625 min): BF086394.D (-1095) (-) m/z 70.10 100.00%
70.1
149.1
261.1
5000 112.2
LR AL SRR U S
14.40 14.60 14.80 15.00
) 304.3 345. )
0 Jl, l.].u,\:l.l.‘. A S 3 e | W/z 149.10 76.10%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #154183: 1,2-Benzenedicarboxylic acid, diisooctyl ester
149.0
5000 LR B UL SURBLIL B
57.0 14.40 14.60 14. 80 15. oo
m/z 261.15 56.11%
H‘ “ 1040 279.0
0..“” \‘\ — .‘...|....|..‘..|....|....|....|....
miz--> 0 150 200 250 300 350 400 450
Abundance
149.0
57.0 ' 14140 1460 14.80 15.00
5000 m/z 112.20 48 .74%
100.0 279.0
0 186.0223.0 476.0
miz--> 0 55 160 1éo 260 2%0 360 3%0 460 4%0
Abundance #34134: 4-Methoxyanthranilic acid A e .
149.0 14.40 14.60 14.80 15.00
m/z 167.10 39.44Y%
107.
ol?P.fiﬁJ.fﬂ.... A SN
miz--> 0 50 100 150 200 250 300 350 400 450 14.40 14.60 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.76 9.79 ng 338962 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1109 (14.762 min): BF086394.D (-1107) (-) m/z 57.10 100.00%
A1
5000
%01 1440 14160 1480 1500
141.2 : : : :
ol 183.2 220.2253.2  304.3 340.2 384.2 n/z 71.20 70.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
5000 L BRI B B UL B
14.40 14 60 14. 80 15.00
‘ 99.0 m/z 43.10 62.64%
141.0
0 .2.6‘{0‘.‘ e H H\ h‘ u‘ \‘ \ “. ':!'830 |22|5|0| |?8|2|0 T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.40 14.60 14.80 1500
5000 m/z 85.20 50.90%
99.0
26.0 141.0 183. 0 226.0
‘T T
m/z--> 55 160 1%0 200 250 300 3%0 460
Abundance #115570: Heneicosane A B B
57.0 14.40 14.60 14.80 15.00
m/z 55.10 21.24%
5000
99.0
0 26}0“ ’ i J L 141.0 183.0 225.0 296.0
m/z--> 50 100 1&'30 2(')0 250 3(')0 3&1;0 4(')0 14'40 14 60 14. 80 15. oo '
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Squalene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.84 4.53 ng 156674 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 74
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 64
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl1l4H24 230646-72-7 62
4 2.5.9.13-Tetramethvl-tetradeca-4... 292 C19H3202 055844-49-0 53
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 50

Abundance Scan 1116 (14.842 min): BF086394.D (-1113) (-) m/z 69.10 100.00%
69.1
5000 \Vqﬂ\“ﬁrva\J\A\ﬁ,,JXV\M,Vw
149.1 UL SUMILE S B SUM
09.1 14.60 14.80 15.00 15.20
oL, ?Q.Lﬂ. ol L1 1892 239.2 28623213 86744004 | o781 107 59.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 UL SUMILE SRR BRI SUM
14.60 14.80 15.00 15.20
m/z 41.10 23.68%
0 CLk ﬂroﬂ-oﬁf '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
" 14:60 14.80 15.00 15.20
5000 m/z 149.10 23.00%
137.0
29.0 107.0 192.0 247.0 316.0
Ol s e o T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #50582: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- e RARREEE RS
69.0 14.60 14.80 15.00 15.20
m/z 95.10 15.26%
5000
29.0 070370
- 177.0
0|H|‘|J|‘“|'|‘L|IH|UIJ‘:lu|||‘||||||| — T T R N EEEE S s E R
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF042216.M Mon Apr 25 14:30:08 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 12 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.08 8.77 ng 303619 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1137 (15.083 min): BF086394.D (-1135) (-) m/z 57.10 100.00%
57.1
9.1 14.80 15.00 15.20 1540
141.2 : : : :
oL QLA 142 1832 2252 2682 3302 3802 4294 ot oig 0 71.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 L B SRR SULLLE R
14.80 15.00 15. 20 15. 40
m/z 43.10 57 .50%
ol h | MH f }410 1830 2250 281.0 337.0 394.0
m/z--> 55 100 150 200 250 300 350 460
Abundance
57.0
14.80 15.00 15.20 1540
5000 m/z 85.20 50.56%
99.0
0l15.0 141.0 1830 225.0 296.0
m/z--> 55 160 1%0 200 250 360 3éo 460
Abundance #99476: Nonadecane e B RS Bt L
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.13%
99.0
0 11, ; 1410 1330 2680
m/z--> 5'0 1c')o 1&1;0 200 250 3(')0 3&'30 4(')0 14I80 15. oo 15. 20 15. 40

8270-BF042216.M Mon Apr 25 14:30:09 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086394.D

Aca On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 1-lodo-2-methylundecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.57 ng 158197 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 87
2 Tetratriacontane 479 C34H70 014167-59-0 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetracosane, l1l-bromo- 416 C24H49Br 006946-24-3 83
Abundance Scan 1205 (15.860 min): BF086394.D (-1203) (-) m/z 57.10 100.00%
57.1
s 15,60 15.80 16.00 1620
185.2 : : : :
oL ] JII, 22 19212308 286.2 3252 81954163 | hsz 71.15  77.85%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #114973: 1-lodo-2-methylundecane
57.0
5000 L S BULSLLE BN UL
15.60 15.80 16.00 16.20
m/z 85.20 59.45%
ol 11l 99.0 . 1690 2110 296.0
m/z-> 0 §o 100 150 200 250 300 350 400
Abundance
57.0
15,60 15.80 16.00 1620
5000 m/z 43.10 55.09%
99.0
0250 141.0 183.0 2250 2670 3110 367.0 4100
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane R B A B
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22 .03%
5000
99.0
ol15.0, . J g J | 141.0 183.0 225.0 296.0
m/z-> 0 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086394.D

Acq On : 23 Apr 2016 17:00

Operator : UM/SJ

Sample : H2640-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.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... 5.02 17.5 ng 976243 1 6.84 1117050 20.0
Hexanoic acid, 2-... 7.49 2.0 ng 136030 2 8.12 1348650 20.0
Decane, 1,1"-oxybis- 13.85 13.2 ng 1005070 5 13.99 1517820 20.0
Hexadecane 14.17 4.0 ng 304570 5 13.99 1517820 20.0
2-Bromo dodecane 14 .47 4.9 ng 372723 5 13.99 1517820 20.0
unknownl14 .63 14.63 2.1 ng 156348 5 13.99 1517820 20.0
Eicosane 14.76 9.8 ng 338962 6 15.41 692453 20.0
Squalene 14.84 4.5 ng 156674 6 15.41 692453 20.0
Octacosane 15.08 8.8 ng 303619 6 15.41 692453 20.0
1-lodo-2-methylun... 15.86 4.6 ng 158197 6 15.41 692453 20.0
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