LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63840-02 MGP219BR-40-42

ALS Vial : 21 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-BF092815.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 2.194 3 5 8 rvB 26509 34119 1.11% 0.145%
2 5.120 257 261 273 rBV 774692 1376485 44.68% 5.869%
3 5.520 293 296 298 rBVY 2455779 2514362 81.61% 10.720%
4 6.549 383 386 388 rBVY 1578260 1748068 56.74% 7.453%
5 6.686 395 398 401 rBVY 1844456 1821235 59.11% 7.765%
6 6.926 417 419 430 rBV 229242 384813 12.49% 1.641%
7 7.074 430 432 447 rVB 1394838 1311613 42.57% 5.592%
8 7.486 466 468 482 rBV 982499 1146041 37.20% 4 .886%
9 8.206 529 531 540 rBV 515758 525534 17.06% 2.241%
10 9.280 623 625 628 rBY 1485146 1726078 56.02% 7 .359%

11 9.680 657 660 662 rBvV 450493 419501 13.62% 1.789%
12 9.966 682 685 687 rBvV 619343 644873 20.93% 2.749%
13 10.755 751 754 762 rBV 1492817 1624768 52.73% 6.927%
14 10.858 762 763 771 rVB 23757 44975 1.46% 0.192%
15 11.452 813 815 828 rBV 675345 738601 23.97% 3.149%

16 12.583 908 914 915 rBV 139205 465536 15.11% 1.985%
17 12.858 936 938 940 rBV 180840 165571 5.37% 0.706%
18 12.938 943 945 951 rVB 30717 51180 1.66% 0.218%
19 13.041 951 954 957 rBV 2999029 3081012 100.00% 13.136%
20 13.486 991 993 994 rBV 129236 155436 5.04% 0.663%

21 13.521 994 996 998 rvv 649241 719957 23.37% 3.070%
22 13.566 998 1000 1002 rvVv2 146421 226673 7.36% 0.966%
23 13.601 1002 1003 1009 rVB2 47200 93378 3.03% 0.398%
24 13.932 1030 1032 1035 rBV 51433 51765 1.68% 0.221%
25 14.092 1044 1046 1053 rVB 872185 1038980 33.72% 4._.430%

26 14.252 1058 1060 1076 rVB 72708 146446 4._75% 0.624%

27 14.561 1084 1087 1089 rBV 51072 50503 1.64% 0.215%
28 14.869 1111 1114 1116 rBV 40642 57349 1.86% 0.245%
29 14.938 1118 1120 1123 rVV 50655 56867 1.85% 0.242%
30 15.201 1140 1143 1149 rVB 33131 41469 1.35% 0.177%
31 15.555 1171 1174 1185 rBV 479283 924536 30.01% 3.942%
32 16.012 1211 1214 1221 rVB 21080 36113 1.17% 0.154%
33 16.515 1256 1258 1267 rBV 14945 30977 1.01% 0.132%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i 63840-02 MGP219BR-40-42
ALS Vial : 21 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 23454814
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i G3840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
3000000 TIC: BF081898.D

2500000 5.52

2000000 6.60

6.55
1500000 7.07

1000000 7.49

5.12

500000
6.93
.19 \ {gﬁ \

e f o T LU RS LS

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50

Abundance 5
3000000 TIC: BF081898.D o

2500000

2000000

1500000 9.28 10.75

1000000 14.09
9.97 11.45 13.52

500000 9.68
12.86
L }t 10.86 1298 oon M 139911425 1456 14424

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance -
3000000 TIC: BF081898.D

2500000
2000000
1500000
1000000

500000 15.56

0 15.20 j\ 16.01 16.52

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i G3840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2

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

5.12 71.54 ng 1376490 1,4-Dichlorobenzene-d4 6.93
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 261 (5.120 min): BF081898.D (-257) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
211 831 4.80 500 5.20 5.40
O et e e e e e e e m/z 59.10 63.67%
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 L UL UL
50.0 480 500 520 540
m/z 101.10 22 .48%
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
570 480 500 5.20 540
5000 m/z 58.10 18.48%
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
59.0 480 5.00 5.20 5.40
m/z 41.10 8.64%
5000 41.0
WL 730 1260 1420 A
NN MMEE T SMMSRMED I MNE———,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i G3840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.69 Concentration Rank 1

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

6.69 94 .66 ng 1821240 1,4-Dichlorobenzene-d4 6.93
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 398 (6.686 min): BF081898.D (-395) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\\
96.1 PSP NSEBE RN S
40.1 541 J 6.40 6.60 6.80 7.00
0 S S R .2 | m/z 68.10 42.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AR NS LS A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.85%

Abundance

0 ‘ b H 1, . !
----|----|----|----|----|-------|----|----
m/z--> 40 60 80 100 120 140 160 180

132.0

6.40 6.60 6.80 7.00

5000 m/z 66.10 29.23%
51.0 70.0 86.0
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.10 17.77%

74.0
116.0
5000 98.0
o A ‘L ! 158.0 189.0
L It T o EL A [ e e e O e

m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i G3840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.58 12.61 ng 465536 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
Abundance Scan 914 (12.583 min): BF081898.D (-908) (-) m/z 55.05 100.00%

5000

2

12.20 12.40 12.60 12.80
m/z 83.10 86.23%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

-

5000 | BB LI L L LB L L B B
0.0 12.20 12.40 12.60 12.80
: m/z 43.10 85.91%
o “ | 139.0 167.0 196.0 224.0 252.0 280.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 97.0
69'0 |IIII|IIII|IIII|IIII|I
12.20 12.40 12.60 12.80
5000 m/z 57.10 85.54Y%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I I

Abundance #106399: 9-Eicosene, (E)- e R
51.0 830 12.20 12.40 12.60 12.80

m/z 69.10 77 .84%

5000
29.0

3

139.0 168.0 196.0 223.0 252.0 280.0
B S G s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081898.D

Aca On : 30 Sep 2015 5:28

Operator : UM/I1Z

Sample = 63840-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.86 3.19 ng 165571 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 43
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 38
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 35
Abundance Scan 938 (12.858 min): BF081898.D (-936) (-) m/z 56.10 100.00%

1

=

5000
257.3
129.1 L I s e B
83.1 1571 185.2 213.2 3122 12.60 12.80 13.00 13.20
0 : m/z 57.10 54_.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56.0
5000 LI L L L L B L
2570 12 60 12. 80 13. 00 13 20
29.0 83.0 129.0 ' m/z 43.10 35.97%
213.0 ‘ 312.0
A T2 P O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
e REBEE R mam s o
12.60 12.80 13.00 13.20
5000 m/z 41.10 34.34%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester A REEEE pa s
57.0 12.60 12.80 13.00 13.20
m/z 55.10 30.54%
5000
239.0
280 85.0 129 0
e .u..”.”..””..u.u..n.u..nu..upu.vnq L EmmE e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13 20

8270-BF092815.M Wed Sep 30 18:19:58 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i G3840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4,8,12,16-Tetramethylheptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.99 ng 155436 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 87
2 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 53
3 4.6-Dimethvl-4-hvdroxvhept-5-eno... 154 C9H1402 1000122-47-0 47
4 2-Heptvl methvlphosphonofluoridate 196 C8H18F02P 000674-95-3 43
5 Acetaldehyde, diethylhydrazone 114 C6H14N2 007422-91-5 43
Abundance Scan 993 (13.486 min): BF081898.D (-991) (-) m/z 99.10 100.00%
9d.1
5000 ﬁ
431 o
26.1
151.1 13.20 13.40 13.60 13.80
o 181 22 2653 m/z 43.10 35.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99.0
5000 430 TTT TTT T TTTT TT T T TT T T
13.20 13.40 13.60 13.80
69.0 126.0 m/z 55.10 31.61%
o ‘ ‘ | N i 1510 1840 2210 2540 2910 3240
mz> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99.0
43.0 13.20 13.40 13.60 13.80
5000 m/z 57.10 30.18%
71.0
ol 125.0 171.0 197.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #26471: 4,6-Dimethyl-4-hydroxyhept-5-enoic acid lactone R B B RE
43.0 99.0 13.20 13.40 13.60 13.80
m/z 69.10 27 .72%
139.0
5000
71.0
o,nnﬁdhmhm”w”m.”.”m.”.””“”q””.”.””“”.””“” EREamEEe s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081898.D

Aca On : 30 Sep 2015 5:28

Operator : UM/I1Z

Sample = 63840-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 7 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 13.86 ng 719957 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 74
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Octanamide 143 C8H17NO 000629-01-6 56
5 7-Nonenamide 155 C9H17NO 090949-53-4 50

Abundance Scan 996 (13.521 min): BF081898.D (-994) (-) m/z 59.05 100.00%
54.0 ﬁ
5000
126.1 13.20 13.40 13.60 13.80
] 154.1 . 238.2 .
0 1831 210.2 263.2 m/z 72.10 61.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000
13.20 13.40 13.60 13.80
m/z 55.10 38.50%
o 290‘h q‘sﬁP‘m 0136.0157.0 184.0 2200 253.0 281.0
”P.”P..P.”P.”,.”P.”P.”P.”..”..”..”..”P.”P.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R EE e e AN
13.20 13.40 13.60 13.80
5000 m/z 41.10 27 .89%
0 83.0 111.0 1410 170.0 196.0 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74438: Tetradecanamide EERAREEEELEEE S a
59.0 13.20 13.40 13.60 13.80
m/z 43.10 23.15%
5000
o 280, | | 860 1140 1490 184.0y050227.0 N IV“UL A
R B R R L e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF092815.M Wed Sep 30 18:19:59 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i G3840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.57 4_.36 ng 226673 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 50
2 n-Butvl mvristate 284 C18H3602 000110-36-1 43
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 25
4 2.4-Dimethvl-1-hexene 112 C8H16 016746-87-5 22
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 22

Abundance Scan 1000 (13.566 min): BF081898.D (-998) (-) m/z 56.10 100.00%
56.1
5000 129.1

185.1 241.2 13.20 13.40 13.60 13.80

o} m/z 57.10 65.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 LA L L L L L L L L L L
0.0 13.20 13.40 13.60 13.80
: m/z 129.10 48.68%
gs.o 1290 185.0 285.0 0
ok i h A bbby 1570 2 213.0 2410 ) | 51,0 340.0
T T T R T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
N e
13.20 13.40 13.60 13.80
m/z 43.10 37.76%
5000 229.0
129.0
185.0 284.0
0 83.0 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #21199: 1,3-Pentanediol, 2,2,4-trimethyl- AR R s e
56.0 13.20 13.40 13.60 13.80
m/z 285.30 31.08%
5000
85 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\

Data File : BF081898.D

Aca On = 30 Sep 2015 5:28

Operator : UM/I1Z

ﬁ?ggle i G3840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .25 2.82 ng 146446 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1060 (14.252 min): BF081898.D (-1058) (-) m/z 57.10 100.00%
57.1
5000
991 "IA00 1420 1440 1460
41.2 : : : :
o...-.,.']..J'.l|,='.ﬁ.-,-... 2000 m/z 71.10 63.32%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000 L BN BULELL UL B
14.00 14.20 14. 40 14. 60
99.0 m/z 43.10 56.49Y%
oL 210 \ || 1410 1830 225.0 266.0296.0
m/z--> 50 160 1éo 200 2%0 360 350 '
Abundance
57.0
' 14.00 14,20 14.40 14.60
5000 m/z 85.10 46.12%
99.0
27.0 1M0mw250 281.0  337.0 394.0
m/z--> 55 160 150 200 250 360 350 '
Abundance #136481: Tetracosane
57.0 14.00 14.20 14.40 14.60
m/z 55.10 24_.77%
5000
99.0
OZW | Mwlmonmzmo 338.0
m/z--> 50 1(')0 150 200 250 3(')0 351;0 ' 14'00 14. 20 14. 40 14. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092915\

Data File : BF081898.D

Acq On = 30 Sep 2015 5:28

Operator : UM/1Z

3?22'6 i 63840-02 MGP219BR-40-42
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.12 71.5 ng 1376490 1 6.93 384813 20.0
unknown6 .69 6.69 94.7 ng 1821240 1 6.93 384813 20.0
3-Eicosene, (E)- 12.58 12.6 ng 465536 4 11.45 738601 20.0
Hexadecanoic acid... 12.86 3.2 ng 165571 5 14.09 1038980 20.0
4,8,12,16-Tetrame... 13.49 3.0 ng 155436 5 14.09 1038980 20.0
9-Octadecenamide, ... 13.52 13.9 ng 719957 5 14.09 1038980 20.0
Octadecanoic acid... 13.57 4.4 ng 226673 5 14.09 1038980 20.0
Heneicosane 14.25 2.8 ng 146446 5 14.09 1038980 20.0
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