LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54 Instrument :

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

3?22'6 : H3817-03 BS-3C10.5-11FT

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-BF063016.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 1.644 3 5 7 rVB 4820013 6358925 100.00% 17.769%
2 2.021 35 38 41 rBV 74321 85392 1.34% 0.239%
3 3.050 123 128 138 rBvV 146863 394965 6.21% 1.104%
4 4_.959 292 295 301 rVB 179532 259641 4.08% 0.726%
5 5.381 329 332 334 rBY 2710750 2989353 47.01% 8.353%
6 6.422 420 423 425 rVB 2549836 2969854 46.70% 8.299%
7 6.547 431 434 437 rBV 2320915 3119073 49.05% 8.716%
8 6.787 452 455 456 rBV 518414 629096 9.89% 1.758%
9 6.936 466 468 471 rVB 1937948 2258100 35.51% 6.310%
10 7.347 501 504 506 rBY 1932208 2002325 31.49% 5.595%

11 8.067 564 567 569 rvVB 1065467 921696 14.49% 2.576%
12 9.142 658 661 664 rBV 2495958 2907366 45.72% 8.124%
13 9.542 693 696 698 rBvV 492303 506258 7.96% 1.415%
14 9.816 717 720 722 rBV 1143468 997621 15.69% 2.788%
15 10.205 751 754 755 rBV 1158125 1368150 21.52% 3.823%

16 10.605 786 789 791 rBV 2103906 2186392 34.38% 6.110%
17 11.176 837 839 841 rBvV 120137 110319 1.73% 0.308%
18 11.291 847 849 851 rvB 1111982 962234 15.13% 2.689%
19 11.359 851 855 859 rvB4 33795 78597 1.24% 0.220%
20 11.599 875 876 879 rvVB 79791 73481 1.16% 0.205%

21 12.879 985 988 990 rBV 2695982 2531436 39.81% 7.074%
22 13.817 1066 1070 1076 rBV 117581 265208 4_.17% 0.741%
23 13.919 1076 1079 1081 rVB 878295 924583 14 .54% 2.584%
24 14.457 1124 1126 1136 rBV 40573 98467 1.55% 0.275%
25 15.302 1197 1200 1203 rBV 473700 703504 11.06% 1.966%

26 17.554 1392 1397 1403 rBV3 22634 83647 1.32% 0.234%

Sum of corrected areas: 35785683
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF070316\

BF088659.D

3 Jul 2016 20:54

UM/SsJ

H3817-03

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

BS-3C10.5-11FT

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088659.D

Aca On : 3 Jul 2016 20:54

Operator : UM/SJ

Sample : H3817-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.64 202.16 ng 6358930 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 5 (1.644 min): BF088659.D (-3) (-) m/z 73.10 100.00%
73
5000 43 89
U IR UL R L I
55 1.70 1.80 1.90 2.00
O g L 188 e m/z 43.10 51.26%
m/z--> 10 20 30 40 50 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 HR ARSI A RS
1.70 1.80 1.90 2.00
a1 89 m/z 89.10 40.15%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 70 80 90
Abundance
43
32 L UL UL RN R
58 89 170 1.80 1.90 2.00
5000 18 m/z 41.10 9.57%
27 53 72
S L L L UL S S UL UL
m/z--> 10 30 40 50 60 70 80 90
Abundance #733: N-Ethylformamide A RRRREREE L
30 73 1.70 1.80 1.90 2.00
m/z 45.10 8.50%
5000
58
44
0 1‘5\ 25‘ ‘ 39\\‘\ \‘ 51 11l
LR FREL LN SN SR FULELEL UL UL UL SURLLL IR HRSAR IR UL A U I
m/z--> 10 20 30 40 50 70 80 90 1.70 1.80 1.90 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54

Operator : UM/SJ

ﬁ?ggle i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propylene Glycol Concentration Rank 5

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

3.05 12.56 ng 394965 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 83
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
3 L-Lactic acid 90 C3H603 000079-33-4 9
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
5 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35-2 9

Abundance Scan 128 (3.050 min): BF088659.D (-123) (-) m/z 45.10 100.00%
45
5000 /1\_
e
61 280 3.00 3.20 3.40
o..,....,....,...?9,~:|.':.,.?‘?.,'....,..7“?.,....,...., m/z 43.10 18.46%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #938: Propylene Glycol
45
5000

2.80 3.00 3.20 3.40
m/z 61.10 6.57%

29
w1 T 3| s 8 76
o T e T e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
e
2.80 3.00 3.20 3.40
5000 m/z 44.10 5.33%
27
14 10 39 59
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2252: L-Lactic acid e S EREas ma
45 2.80 3.00 320 340
m/z 42.10 3.05%
5000
29
o 24‘ ‘ 40 | 55 63 69 75 90
e e L B a s e
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54

Operator : UM/SJ

ﬁ?ggle i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.96 8.25 ng 259641 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 295 (4.959 min): BF088659.D (-292) (-) m/z 43.10 100.00%
43
59
5000
T 250 450 500 550
83 : : : :
o...,....,....,..?7.','.'.~..,??~.'.,....,....,.~...,...:,|....,. m/z 59.10 57.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A U AL A B
59 460 480 500 520
m/z 101.10 20.73%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 16.08%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e A o
50 4.60 4.80 5.00 5.20
m/z 41.10 9.32%
5000
41
0 "'I""I"'H“M""IJ”"I?%lli""l??"l"qe'l'"'IM"'I' AR L UL L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54

Operator : UM/SJ

ﬁ?ggle i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.55 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.55 99.16 ng 3119070 1,4-Dichlorobenzene-d4 6.79
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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 434 (6.547 min): BF088659.D (-431) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 ¥ '6.20 6.40 6.60 6.80
104 . . . .
o.,....,....ll!.‘.‘?,:...,.1-!.'.|,..':~.,..?‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10  49.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN AR AR RARAE
6.20 6.40 6.60 6.80
78 m/z 134.00 32.65%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.20 6.40 6.60 6.80
5000 m/z 66.10 31.68%
33 am o g7 105
o 51 60 8 g6 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R B AR A o
132 6.20 6.40 6.60 6.80
m/z 69.10 19.97%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54

Operator : UM/SJ

ﬁ?ggle i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Benzamide, N,N-diethyl-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.20 27.43 ng 1368150 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 93
2 Diethvltoluamide 191 C12H17NO 000134-62-3 87
3 N-T1-(Dimethvlamino)-2.2.2-trich... 308 C12H15CI3N20 300814-41-9 53
4 m-Toluic acid. 4-nitrophenvl ester 257 C14H11NO4 1000307-57-1 47
5 p-Toluic acid, 5-Ffluoro-2-nitrop... 275 C14H10FNO4 1000292-64-6 47
Abundance Scan 754 (10.205 min): BF088659.D (-751) (-) m/z 119.05 100.00%
119
5000 o1 190
65 9.80 10,00 10.20 10.40 10.60
162176
Obrrerrer ey ih 105 | 134148102076 | Tm/Z 100.10  44.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-

9.80 10.00 10,20 10.40 10.60
m/z 91.05 37.68%

5000

65

133148162176

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
A T i E
9.80 10.00 10.20 10.40 10.60
5000 m/z 191.10 14.72%
91 190
65
o 15 39 105 134148162176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #150711: N-[1-(Dimethylamino)-2,2,2-trichloroethyl]-p-tolu.... R B e
119 9.80 10.00 10.20 10.40 10.60

m/z 65.10 11.35%

5000

980 10. OO 10.20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54

Operator : UM/SJ

ﬁ?ggle i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.18 2.29 ng 110319 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 839 (11.176 min): BF088659.D (-837) (-) m/z 57.10 100.00%
57
5000 85
4
113 141 192 10.8I0I IZI.I].OIOI IZI.;I.ZIOI I:I.;I.é‘.l()I ol
0! m/z 43.10 69.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 O B UL SRR B
mmumumnm
4 m/z 71.10 66.11%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
10,80 11.00 1120 11.40
5000 m/z 85.10 45 .96%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane | IR BB LA N
57 10.80 11.00 11.20 11.40
m/z 41.10 31.28%
5000
4 85
ol 20 ‘ b 141156 184
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300 1080 1100 1120 1120 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54

Operator : UM/SJ

ﬁ?ggle i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.74 ng 265208 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 92
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1070 (13.817 min): BF088659.D (-1066) (-) m/z 83.10 100.00%
57
5000 111 r/\\\\\
3 139 "' 13.60 13.80 14.00 14,20
0! m/z 57.05 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
5000 LR BN DU SURIURN SUN
13.60 13.80 14.00 14.20
29 m/z 55.10 90.40%
ol 167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 LRI SN SR SURIURN SUN
41 13.60 13.80 14.00 14.20
5000 m/z 69.05 89.27%
125
oL15 79 154 179196 224 251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
I I I I

Abundance #185169: Heptadecy! trifluoroacetate T T e
13.60 13.80 14.00 14.20

m/z 97.10 88 .59%

5000

125
154 1g2 210 238 0265283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088659.D

Aca On : 3 Jul 2016 20:54

Operator : UM/SJ

Sample : H3817-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 10 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.13 ng 98467 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxy)methvl1- 242 C15H3002 002461-18-9 86
2 1-Hexacosanol 382 C26H540 000506-52-5 83
3 n-Tetracosanol- 354 C24H500 000506-51-4 81
4 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 64
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 50
Abundance Scan 1126 (14.457 min): BF088659.D (-1124) (-) m/z 57.05 100.00%
7
5000
125 T T
3 14.20 14.40 14.60 14.80
o B m/z 55.05 92.20%
m/z--> 50 100 150 200 250 300 350
Abundance #95880: Oxirane, [(dodecyloxy)methyl]-
5
5000 L B B L B
29 83 1420 14.40 14.60 14.80
1u. m/z 97.10 92.12%
o H‘\ \H‘\ M ‘.‘ - 140 ?'6|8| ?'97| —— ——r— —
m/z--> 50 100 150 200 250 300 350
Abundance
43
14.20 14.40 14.60 14.80
5000 83 m/z 43.10 91.29%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 150 200 250 360 3éo
Abundance #186969: n-Tetracosanol-1 I o o
43 14.20 14.40 14.60 14.80
m/z 83.05 86.41%
5000 83
18 j ‘111
0 | h‘t 6 ‘J|‘L | ,140 168 196 238 266 308 336 AVt
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3éo 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088659.D

Aca On 3 Jul 2016 20:54

Operator : UM/SJ

ﬁ?ggle i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1H-Cycloprop[e]azulene, la,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17 .55 2.38 ng 83647 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 50
2 Guaia-3.9-diene 204 C15H24 000489-83-8 49
3 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 47
4 cis-Thuiopsene 204 C15H24 000470-40-6 46
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 45

Abundance Scan 1397 (17.554 min): BF088659.D (-1392) (-) m/z 135.10 100.00%

204

5000

y

17.20 17.40 17.60 17.80
0’ m/z 204.20 95.44%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 {\\

Abundance #64572: 1H- Cycloprop[ lazulene, 1a,2,3,5,6,7,7a,7b-octahyd...

5000

17.20 17.40 17.60 17.80
m/z 133.00 82.41%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105 135 161 204

a 91 17.20 17.40 17.60 17.80
5000 189 m/z 107.10 73.78%
69
27 120
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64444: 1R 4S,7S,11R-2,2,4,8- Tetramethyltrlcyclo[S 3.1.0(4... - . . e

17.20 17.40 17.60 17.80
m/z 121.10 63.63%

N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 20 17. 40 17. 60 17. 80

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070316\

Data File : BF088659.D

Acq On : 3 Jul 2016 20:54

Operator : UM/SJ

3?22'6 i H3817-03 BS-3C10.5-11FT
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.64 202.2 ng 6358930 1 6.79 629096 20.0
Propylene Glycol 3.05 12.6 ng 394965 1 6.79 629096 20.0
2-Pentanone, 4-hy... 4_.96 8.3 ng 259641 1 6.79 629096 20.0
unknown6 .55 6.55 99.2 ng 3119070 1 6.79 629096 20.0
Benzamide, N,N-di... 10.20 27.4 ng 1368150 3 9.82 997621 20.0
Heneicosane 11.18 2.3 ng 110319 4 11.29 962234 20.0
1-Heneicosanol 13.82 5.7 ng 265208 5 13.92 924583 20.0
Oxirane, [(dodecy... 14.46 2.1 ng 98467 5 13.92 924583 20.0
1H-Cycloprop[elaz... 17.55 2.4 ng 83647 6 15.31 703504 20.0
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