LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 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-BF032217.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 2.857 160 165 172 rVB 671263 755953 3.25% 1.211%
2 3.546 268 282 285 rBVY 7348944 23230076 100.00% 37.212%
3 4.075 359 372 375 rBVY 4603901 10876033 46.82% 17.422%
4 5.481 607 611 618 rBV 635125 631378 2.72% 1.011%
5 5.887 676 680 684 rVB 1107859 1017712 4.38% 1.630%

5.975 689 695 698 rBV 2495799 2483165 10.69% 3.978%
6.063 705 710 714 rVB 2867394 2885693 12.42% 4.623%
6.251 738 742 745 rBV 504099 434652 1.87% 0.696%
6.534 784 790 793 rBV 2094236 2293165 9.87% 3.673%
7.386 930 935 939 rBV 1434359 1390152 5.98% 2.227%

=
QO ~NO®

11 8.716 1154 1161 1164 rBV 3773438 4328025 18.63% 6.933%
12 9.204 1239 1244 1248 rBV 339928 336789 1.45% 0.540%
13 9.527 1291 1299 1309 rBV2 1481458 1625687 7.00% 2.604%
14 11.351 1604 1609 1613 rBV 1446985 1552144 6.68% 2.486%
15 13.339 1940 1947 1950 rBV 3385626 4038984 17.39% 6.470%

16 13.680 1999 2005 2009 rBV 288985 300244 1.29% 0.481%
17 14.104 2073 2077 2081 rBV 347457 329279 1.42% 0.527%
18 14.510 2140 2146 2157 rBV 388739 492509 2.12% 0.789%
19 14.604 2157 2162 2166 rBV 1344182 1446729 6.23% 2.318%
20 14.904 2209 2213 2217 rBV 314466 314814 1.36% 0.504%

21 15.280 2272 2277 2282 rBV 292845 309389 1.33% 0.496%
22 15.645 2335 2339 2346 rVB 230158 256368 1.10% 0.411%
23 16.233 2434 2439 2448 rVB 881125 1096934 4.72% 1.757%

Sum of corrected areas: 62425874
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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:\HPCHEMI\BNA F\DATA\BF040317\

BF094124.D

3 Apr 2017 16:48

SJ/MA

12501-03

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

2.86 14.86 ng 755953 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 50
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 23
5 Pent-3-enylamine 85 C5H11IN 087156-70-5 9

Abundance Scan 165 (2.857 min): BF094124.D (-160) (-) m/z 42.95 100.00%
43.0
5000
83.1 TR ok 2bn 250
55.0 2.60 2.80 3.00 3.20
Okttt 820 B Tm/z 83.10  12.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 U S RS R
2.60 2.80 3.00 3.20
m/z 39.10 10.13%
o 2.0 550 630 740 00 980
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
260 280 300 320
5000 m/z 55.00 6.26%
27.0 55.0
. 15.0 630 7.0 830 980
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl- R AR ma
43.0 2.60 2.80 3.00 3.20
m/z 41.10 5.20%
5000
27.0
. 0 %0 60 s0 %O
m/z--> 10 20 30 40 50 60 70 8 90 100 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

3.55 456.52 ng 23230100 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 283 (3.551 min): BF094124.D (-268) (-) m/z 83.10 100.00%
5000 430 98.1
R Ea e R mae
3.20 3.40 3.60 3.80
Ol ettt 820780 L Tw/z 55.10  83.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L LN L A
20,0 43.0 98.0 320 340 3.60 3.80
' m/z 98.10 37.08%
0 ‘ ‘ [y Il ‘ | 67.0 75.0 |
L UL L S UL A S U I SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 553 sko 3k
5000 43.0 m/z 43.05 34.06%
98.0
29.0
69.0
S S S S SR IR UL UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- L B
55.0 83.0 3.20 3.40 3.60 3.80
m/z 39.05 25.36%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ \‘ 1 m\‘ ‘ | ‘\ |
L S I I UL UL SURIL IUILLS I IS S R LS S
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.07 213.74 ng 10876000 1,4-Dichlorobenzene-d4 5.89
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 371 (4.069 min): BF094124.D (-359) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 RSN LR S U
| 711 830 | 3.80 4.00 4.20 4.40
o} NN 1 RSSO | NS £ S m/z 59.10 61.60%
m/z--> 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 LI UL I
59.0 3.80 4.00 4.20 4.40
m/z 101.10 22 .47%
31.0 g3 1010
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 4.00 420 440
5000 210 m/z 58.10 16.40%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one LI L L L L L L BB
43.0 3.80 4.00 4.20 4.40
m/z 41.10 10.13%
5000
55.0
o 270 | 710 830 980
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 380 400 420 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 1-Hexanol, 2-ethyl- Concentration Rank 4

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

5.97 48.80 ng 2483170 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 dl1-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 50
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50

Abundance Scan 694 (5.969 min): BF094124.D (-689) (-) m/z 57.10 100.00%
57.1
5000 a1
701 831 SRR RN RS LR
|| | 981 111 5.60 5.80 6.00 6.20 6.40
o B — m/z 41.10 37.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13212: 1-Hexanol, 2-ethyl-
57.0
5000 RS R UL R
pog 0 560 580 6.00 620 6.40
70.0 83.0 m/z 43.05 32.53%
mo | [ 999
Ol e T e T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57.0
A e e
42.0 560 580 6.00 6.20 6.40
5000 m/z 55.10 25.82%
29.0
71.0
o 830 980 1120 1580 1430
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13213: 2-Propyl-1-pentanol R e e Rmma
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.10 20.90%
5000 41.0
29.0 70.0
83.0
0"'I%?'ql"jj”"”“l"'l'J'll'”'t""I""I'ﬁ?:?"%}?'g'l"'W""I""I' S SARAIRAASE NS RRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 6

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

6.25 8.54 ng 434652 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 64
3 Azeleonitrile 150 C9H14N2 001675-69-0 56
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 42
5 1H-Pyrazole, 1l-methyl- 82 C4H6N2 000930-36-9 38

Abundance Scan 742 (6.251 min): BF094124.D (-738) (-) m/z 82.00 100.00%
82.0
5000 1101
39.0 54.1 ‘
67.0 o 1 600 620 640 6.60
O'W”'W””P”'m”WLHW”LP”'I”W”LP'”ﬁ”W””I””P”W””I' m/z 110.10 38.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5704: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 39.0 AR AR LS L R
540 110.0 6.00 6.20 6.40 6.60
270 m/z 54.10 31.10%
67.0
onﬁ?%”ﬁpnuhnwhwnhpn.h”.”.””“”w””“”w””“m,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82.0
600 620 640 6.60
5000 43.0 110.0 m/z 39.00 29.20%
58.0
27.0
ol 70.0 95.0 122.0135.0 150.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23469: Azeleonitrile
410 820 6.00 6.20 6.40 6.60
' m/z 53.10 9.18%
55.0 690
5000 110.0
96.0
27.0
o259 Wl L 12201350 1510
m/z--> 10 20 30 40 5'0 60 7'0 80 90 100 110 120 130 140 1&'30 ' 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.68 4.15 ng 300244 Chrysene-di12 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2005 (13.680 min): BF094124.D (-1999) (-) m/z 57.05 100.00%
57.0
5000 850 ‘A
1131 13.40 13.60 13.80 14.00
141.1
o...,....~,'...| Al e 1070 2255 gsaz R B S S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57.0
85.0
5000 AR BN U SRR
13.40 13.60 13.80 14.00
29.0 m/z 43.05 64 .30%
m/z--> 20 40 eb éo 160 150 140 160 180 200 220 240 2éo 280 300
Abundance
57.0
650 13.40 13.60 13.80 14.00
5000 ' m/z 85.05 50.54%
29.0 113.0
0 141.0 169.0 197.0 225.0 253.0  296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- R e R
57.0 13.40 13.60 13.80 14.00
m/z 41.05 25.00%
5000 85.0
29.0
0 | ‘ 1o L\llffo‘lﬂo 1690 2100 239.0 2660 309.0
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.10 4.55 ng 329279 Chrysene-di12 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2076 (14.098 min): BF094124.D (-2073) (-) m/z 57.05 100.00%
57.0
5000 85.1
113.1 13.80 14.00 14.20 14.40
141.2
0 ...,....',..J,.-.|..,!..!l,..!.,....,....,...1??..2.,2.1.?.2.?5?9..1.. e M7z 71.10 66.09%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #136481: Tetracosane
57.0
5000
85.0 13.80 14.00 14.20 14.40
29.0 m/z 43.10 63.93%
0 ‘ | 1130141.0160.0 197.0 225.0253.0 281.0309.0 338.0
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
85.0 13.80 14.00 14.20 14.40
5000 ‘ m/z 85.10 46 .03%
29.0 113.0

141.0169.0 197.0225.0253.0  296.0

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123100: Pentadecane, 8-heptyl-

57.0 13.80 14.00 14.20 14.40

m/z 41.05 25.15%
5000 85.0
290 113.0 210 0
ol A 141.0169.0 239.0266.0  309.0
T P P P T P T A [T T T e oo P e e T e e e

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .51 6.81 ng 492509 Chrysene-di12 14 .60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2146 (14.510 min): BF094124.D (-2140) (-) m/z 57.05 100.00%
57.0
5000
13.1 14.20 14.40 14.60 14.80
o A 3L 2390 e WM/Zz 71.10  69.16%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57.0
5000
14.20 14.40 14.60 14.80
m/z 43.10 63.38%
o L0 a0 200
m/z--> o 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.05 49 .36%
113.0 449 0
Ol A T 2000 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123100: Pentadecane, 8-heptyl-
57.0 14.20 14.40 14.60 14.80
m/z 55.00 25.55%
5000
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094124.D

Aca On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Pentadecane, 8-heptyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.28 4.28 ng 309389 Chrysene-di12 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 Cl16H34 000544-76-3 83
Abundance Scan 2277 (15.280 min): BF094124.D (-2272) (-) m/z 57.05 100.00%
57.0
5000 85.1
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—r
113.1 15.00 15.20 15.40 15.60
141.1
o...,....~,|'...| e e 18011972 2062 2671 0 mzz 71.10  68.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000
850 15.00 15.20 15.40 15.60
29.0 m/z 43.05 56.75%
0 ‘\ | ‘ 1 ‘\111?0‘1410 1690 2100 239.0 2660 309.0
m/z--> 20 Jo eb éo 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
o 15100 15,20 1540 15,80
5000 m/z 85.10 48.34%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane

57.0 15.00 15.20 15.40 15.60

m/z 55.00 21.58%
5000 85.0
29.0
o Loy JM80 1410 169.0 1960  240.0
L L L B o L  RRRANRRERNERASseEEEsnasEsan s R EEREEE SRS R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040317\
Data File : BF094124.D

Acq On : 3 Apr 2017 16:48

Operator : SJ/MA

Sample : 12501-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
4-Penten-2-one, 4... 2.86 14.9 ng 755953 1 5.89 1017710 20.0
3-Penten-2-one, 4... 3.55 456.5 ng 23230100 1 5.89 1017710 20.0
2-Pentanone, 4-hy... 4.07 213.7 ng 10876000 1 5.89 1017710 20.0
1-Hexanol, 2-ethyl- 5.97 48.8 ng 2483170 1 5.89 1017710 20.0
2-Cyclohexen-1-on. .. 6.25 8.5 ng 434652 1 5.89 1017710 20.0
Heptadecane 13.68 4.2 ng 300244 5 14.60 1446730 20.0
Tetracosane 14.10 4.5 ng 329279 5 14.60 1446730 20.0
Heneicosane 14.51 6.8 ng 492509 5 14.60 1446730 20.0
Pentadecane, 8-he... 15.28 4.3 ng 309389 5 14.60 1446730 20.0
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