LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 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-BF102616.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 4.933 246 249 261 rBV 126959 164060 12.33% 1.177%
2 5.367 285 287 299 rBV 602719 730478 54.89% 5.238%
3 6.419 377 379 388 rBV 640644 711919 53.50% 5.105%
4 6.544 388 390 401 rVB 543699 726565 54.60% 5.210%
5 6.784 409 411 417 rBV 902207 872830 65.59% 6.259%

6.944 423 425 427 rBY 439417 564476 42.42% 4.048%
7.344 458 460 467 rBvV 279698 427422 32.12% 3.065%
rvB4 10751 34048 2.56% 0.244%
8.076 521 524 526 rBV 1277464 1213735 91.21% 8.704%
9.150 616 618 620 rBV 1073304 902497 67.82% 6.472%

QOO ~NO®
~
N
N
~
N
()]
N
N
o
©
N
~
()]

11 9.550 650 653 655 rBv 176523 171383 12.88% 1.229%
12 9.825 675 677 680 rBV 1534740 1330754 100.00% 9.543%
13 10.613 743 746 752 rBV 443028 429631 32.28% 3.081%
14 10.739 755 757 761 rVB 29755 34309 2.58% 0.246%
15 11.311 805 807 809 rBV 1231013 1108728 83.32% 7.951%

16 12.522 910 913 915 rBV 54824 62330 4.68% 0.447%
17 12.751 930 933 935 rBV 43626 61809 4.64% 0.443%
18 12.899 943 946 948 rBV 617818 688316 51.72% 4._.936%
19 13.139 963 967 969 rBV3 10531 16308 1.23% 0.117%
20 13.596 1005 1007 1010 rBV3 23274 31786 2.39% 0.228%

21 13.825 1022 1027 1030 rBV3 64476 145849 10.96% 1.046%
22 13.951 1035 1038 1040 rBV 778395 1011589 76.02% 7.254%

23 14.122 1052 1053 1055 rBV 18223 18300 1.38% 0.131%
24 14.431 1078 1080 1083 rBV2 59537 113457 8.53% 0.814%
25 14.728 1104 1106 1109 rBV 26167 38085 2.86% 0.273%

26 14.831 1110 1115 1116 rBV2 48515 137030 10.30% 0.983%
27 14.865 1116 1118 1122 rVB2 63027 101781 7.65% 0.730%

28 14.957 1124 1126 1130 rVB 42517 83224 6.25% 0.597%
29 15.048 1131 1134 1136 rBV 115261 141295 10.62% 1.013%
30 15.242 1149 1151 1154 rVB 32021 48333 3.63% 0.347%
31 15.299 1154 1156 1159 rBV 24720 49257 3.70% 0.353%
32 15.357 1159 1161 1164 rVV 624661 918395 69.01% 6.586%
33 15.402 1164 1165 1170 rVB 51389 68826 5.17% 0.494%
34 15.585 1179 1181 1185 rVB3 40476 57241 4_30% 0.410%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 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-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.814 1198 1201 1203 rBV 90070 160192 12.04% 1.149%

36 15.951 1211 1213 1217 rVB3 27166 39056 2.93% 0.280%
37 16.271 1239 1241 1244 rBV 20084 37604 2.83% 0.270%
38 16.545 1262 1265 1271 rVB4 34314 77526 5.83% 0.556%
39 16.820 1287 1289 1292 rBV 22159 46897 3.52% 0.336%
40 16.877 1292 1294 1299 rVB5 25476 57803 4._.34% 0.415%
41 17.277 1326 1329 1332 rBV4 24040 75962 5.71% 0.545%
42 18.214 1408 1411 1417 rVB4 25431 77035 5.79% 0.552%

43 19.174 1490 1495 1502 rVB6 45829 156372 11.75% 1.121%

Sum of corrected areas: 13944493
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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: BF090864.D

1400000
1200000

1000000 6.78

800000
6.42
600000 537 6.54

6.94
400000

200000 4.93
L 7.45
0

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: BF090864.D
9/82

1400000

8.08 11.31

1200000
9.15

1000000

800000

12.90
600000
10.61
400000

10.74

200000 9.55 J
12.5212.75 13.60
; 13.14

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: BF090864.D

1400000
1200000
1000000
13.95

800000 15.36
600000

400000

15.81

19.17

17.28

o T T ]

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\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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.

4.93 3.76 ng 164060 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 249 (4.933 min): BF090864.D (-246) (-) m/z 43.10 100.00%
43
59
5000
101 IENARDENRERE SR SRR
4.60 4.80 5.00 5.20
0 A 5L AN m/z 59.10 62.94%
HUNUNRRRN NI UL LR LR IR LRI RS LSS SRS SRR SRR BARRE - - ¢
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SR U SRR
460 4.80 5.00 5.20
59 101 m/z 101.10 22.91%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 31 43 73 m/z 58.10 17.47%
0 51 84 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R A
59 4.60 4.80 5.00 5.20
m/z 41.10 9.22%
5000 41
68
0 \H\‘ 50 \‘m 1?6 142 A__N
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.54 Concentration Rank 1

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

6.54 16.65 ng 726565 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 390 (6.544 min): BF090864.D (-388) (-) m/z 132.00 100.00%
132
5000 68
96 BESEPARNESE RS NS
40 54 -8 |W6 J 6.20 6.40 6.60 6.80
0! B L m/z 68.10 51.94%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57 132
74
116
5000 98 T

6.20 6.40 6.60 6.80
m/z 134.00 31.20%

0 L ‘h Ll “ ! 158 189
...,....,....,....,....,...., B B e e
m/z--> 20 40 100 120 140 160 180
Abundance
132
_l_l—rl_l_l_l—rl_l_l'

6.20 6.40 6.60 6.80

5000 m/z 66.10 30.13%
104
66
ol 14 27 39 1 T 89 115
L B o e e e o B AL I B e o o o

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #2744: 2-Cyclohexen-1-one
68 6.20 6.40 6.60 6.80

m/z 69.10 19.40%

5000
96
40
27 55

m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Diethylene glycol dibenzoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.88 ng 145849 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 78
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 78
3 3-(Benzovlthio)-2-methvlpropanoi... 224 C11H1203S 067714-34-5 27
4 Benzolblthiophene-3-carboxvlic a... 343 C18H17N04S 096334-43-9 27
5 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 27
Abundance Scan 1027 (13.825 min): BF090864.D (-1022) (-) m/z 105.00 100.00%
105 149
5000 77
e SRR
51 13.60 13.80 14.00 14.20
122
Obrr e e e b e b e e e 02, | m/z 149.00  81.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124905: Diethylene glycol dibenzoate
105 149
5000 N S UL SUCN B
77 13.60 13.80 14.00 14.20
m/z 77.10 40.38%
ol 27 5} | 122 | 179
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
105 UL SR SO SURIURN SUMS
13.60 13.80 14.00 14.20
5000 m/z 106.00 8.42%
77
45
o 29 62 121 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71903: 3-(Benzoylthio)-2-methylpropanoic acid
105 13.60 13.80 14.00 14.20
m/z 150.00 8.35%
5000 -7
51
ol 27 122 149 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.43 2.24 ng 113457 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 1080 (14.431 min): BF090864.D (-1078) (-) m/z 57.10 100.00%

85
5000

14.20 14.40 14.60 14.80
m/z 71.10 82.86%

01
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #82606: Heptadecane

5

5000 85 e
14.20 14.40 14.60 14.80
29 m/z 85.10 62.18%
0 \‘ A ‘ “\ Il \\‘ 1}3‘14"1‘169 197 24\.0
L T I e
mz-> 0 50 100 150 200 250 300 350 400
Abundance
57
e
14.20 14.40 14.60 14.80
5000 85 m/z 43.10 55.01%
29 113
. 141 169 197 225 253 281 311337 367 410435 \,vAj\ﬁqk\A,J\A”“A‘*AV’JK¢
L T T e e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- R AR RRRES T
57 14.20 14.40 14.60 14.80
m/z 55.10 29.03%
5000 85 \MPA,JfoAM/«u/\A«N$VNJ\/JJKV
113
0 Ll 141 160 197 239 267 294 323 352
T L e L e
mz-> 0 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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-Methanoazulen-9-ol, dec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.98 ng 137030 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8-Methanoazulen-9-ol. decahvdr... 222 C15H260 004586-22-5 70
2 Bicvclol6.3.0lundec-1(8)-en-3-0l... 222 C15H260 1000164-02-6 46
3 Acetic acid. 3-hvdroxv-7-i1soprop... 278 C17H2603 1000187-37-6 27
4 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 18
5 1-Hydroxypyrene 218 C16H100 005315-79-7 14
Abundance Scan 1115 (14.831 min): BF090864.D (-1110) (-) m/z 135.10 100.00%
135
95 189 218
67
5000 43 173
‘ 5 243 276 341 E——
H ‘ 14.60 14.80 15.00 15.20
0 m/z 189.10 80.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71028: 4,8-Methanoazulen-9-ol, decahydro-2,2,4,8-tetramet...

I8

5000

14.60 14.80 15.00 15.20
m/z 218.10  77.96%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
135
107 IIIIIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20
50000 41 m/z 95.10 73.95%
79 204 222
161
57 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105184: Acetic acid, 3-hydroxy-7- |sopr0peny| 1,4a-dimethy... e IR mm s
43 95 14.60 14.80 15.00 15.20

m/z 221.10 72 .39%

5000

260
278
e IR mm s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15. 00 15. 20

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.22 ng 101781 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 78
2 1.19-Eicosadiene 278 C20H38 014811-95-1 72
3 Allopseudomethvlecaonine 199 C10H17NO3 1000120-22-1 43
4 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 43
5 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 38
Abundance Scan 1118 (14.865 min): BF090864.D (-1116) (-) m/z 82.10 100.00%

7 82

5000

3

14.60 14.80 15.00 15.20
m/z 57.10 94.09%

27 180 199

ol 152166 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99459: Oxirane, hexadecyl-
82

96

%

5000

14.60 14.80 15.00 15.20
110 m/z 43.10 68.27%

124,40
152166180194208222236250 268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82 Al EEma s B
a1 % 14.60 14.80 15.00 15.20
5000 m/z 83.10 63.40%
110124
o 27 138152166180194208222236250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55397: Allopseudomethylecgonine Al EEma s B
82 14.60 14.80 15.00 15.20
96 m/z 96.10 61.27%
o T W
7 112 140, ,168182 199
3 NN N TN | Y .. GO N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.05 3.08 ng 141295 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 1134 (15.048 min): BF090864.D (-1131) (-) m/z 57.10 100.00%
57
T ‘/\\ALA\___/\_\
5000
| 113 "' 14.80 15.00 15.20 15.40
141 169 : : : :
oborr @ b b M1 160 107 225 261583 0 75 20%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #115570: Heneicosane
57
85
5000 L S BULELLE B L
14.80 15.00 15 20 15. 40
m/z 43.10 53.39%
29 113
. Ll M e 197 225 253 29
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
"' 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 53.06%
29
0 13 141 169 103710 230 266 309
B LR L B LA AN LR LA R LR LR AR LR RARAS LA AR RARRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane B B A A
57 14.80 15.00 15.20 15.40
m/z 55.10 22 .68%
29 113
0 | | |70 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 14 I80 15. oo 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Pentadecane, 8-heptyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.49 ng 160192 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 86
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86

Abundance Scan 1201 (15.814 min): BF090864.D (-1198) (-) m/z 57.10 100.00%

15.40 15.60 15.80 16.00 16.20

41 18315 253

0 m/z 71.10 77.41%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 TT T T[T T T T[T T T T[T T T T[TT

15.40 15.60 15.80 16.00 16.20
m/z 43.10 54.18%

210
2 | “ ‘\ ‘\ \‘ \‘ \ \ 176 | 252 309

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R N N SREmEs
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 53.81%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

s

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136481: Tetracosane B T
517 15.40 15.60 15.80 16.00 16.20
m/z 55.10 20.07%

99
26 ] | 141 183 225 267 338

M SRR

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15. 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090864.D

Aca On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknownl19.17 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.17 3.41 ng 156372 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 49
2 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
3 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 38
4 Bicvclol2.2.2Toctane. 2-methvl- 124 C9H16 000766-53-0 30
5 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 27

Abundance Scan 1495 (19.174 min): BF090864.D (-1490) (-) m/z 69.10 100.00%

95

5000

18.80 19.00 19.20 19.40
m/z 95.10 88.08%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
3

18.I80 19.IOO 19.I20 19.I4O
m/z 81.10  74.50%

5000

163177

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 123
B B
4 18.80 19.00 19.20 19.40
191 7 -
5000 55 69 m/z 123.10 73.55%
109 137 206
27 163
0 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... s R
9 123 18.80 19.00 19.20 19.40
m/z 67.10 70.17%
41 191
5000 55 69
109 | 137 206
LT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102616\
Data File : BF090864.D

Acq On : 27 Oct 2016 2:14

Operator : UM/SJ

Sample : H5396-08 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 .93 3.8 ng 164060 1 6.78 872830 20.0
unknown6 .54 6.54 16.6 ng 726565 1 6.78 872830 20.0
Diethylene glycol... 13.83 2.9 ng 145849 5 13.95 1011590 20.0
Heptadecane 14.43 2.2 ng 113457 5 13.95 1011590 20.0
4 ,8-Methanoazulen... 14.83 3.0 ng 137030 6 15.36 918395 20.0
Oxirane, hexadecyl- 14.87 2.2 ng 101781 6 15.36 918395 20.0
Heneicosane 15.05 3.1 ng 141295 6 15.36 918395 20.0
Pentadecane, 8-he... 15.81 3.5 ng 160192 6 15.36 918395 20.0
unknown19.17 19.17 3.4 ng 156372 6 15.36 918395 20.0
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