LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 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-BF072517.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 2.281 62 67 73 rvVB 25934 43339 1.76% 0.215%
2 4.634 464 467 477 rBV 206810 312282 12.65% 1.551%
3 5.093 541 545 565 rBVY 2248729 2428110 98.33% 12.058%
4 6.157 721 726 737 rBVY 2172966 2469401 100.00% 12.263%
5 6.269 741 745 748 rBVY 2444002 2244775 90.90% 11.147%
6 6.492 780 783 793 rBV 679610 612199 24.79% 3.040%
7 6.651 806 810 820 rBVY 1923675 1670386 67.64% 8.295%
8 6.922 851 856 862 rBV 79650 78475 3.18% 0.390%
9 7.063 876 880 883 rBVY 1473815 1339546 54.25% 6.652%
10 7.704 985 989 998 rBV 28267 33488 1.36% 0.166%

11 7.781 998 1002 1006 rBV 892560 798881 32.35% 3.967%
12 8.857 1181 1185 1188 rBV 2321052 2123138 85.98% 10.543%
13 9.257 1249 1253 1256 rBV 220535 185600 7.52% 0.922%
14 9.522 1294 1298 1302 rBV 764536 679094 27 .50% 3.372%

15 9.980 1373 1376 1379 rVB 56350 42493 1.72% 0.211%
16 10.310 1428 1432 1449 rVB 1148568 1041949 42.19%% 5.174%
17 10.451 1452 1456 1462 rBV 68804 80612 3.26% 0.400%
18 10.898 1527 1532 1534 rVB 26992 24876 1.01% 0.124%
19 10.998 1545 1549 1553 rVB 642245 546610 22.14% 2.714%
20 11.551 1640 1643 1647 rBV 47148 51306 2.08% 0.255%

21 12.586 1814 1819 1822 rBV 1469873 1486163 60.18% 7.380%
22 13.498 1970 1974 1981 rBV2 94562 123797 5.01% 0.615%
23 13.621 1991 1995 1999 rBV 613755 565729 22.91% 2.809%
24 14.710 2177 2180 2183 rVB2 30602 31198 1.26% 0.155%
25 14.974 2221 2225 2229 rBV 389059 402128 16.28% 1.997%

26 15.027 2231 2234 2241 rVB 61973 69648 2.82% 0.346%
27 15.168 2254 2258 2262 rBV7 23686 53588 2.17% 0.266%
28 15.386 2291 2295 2299 rBV 75709 103998 4.21% 0.516%
29 15.580 2325 2328 2333 rBV6 27427 54950 2.23% 0.273%
30 15.804 2361 2366 2373 rVB2 81063 147445 5.97% 0.732%
31 16.280 2443 2447 2453 rVB3 55119 99650 4.04% 0.495%
32 16.498 2483 2484 2490 rBV6 17052 32656 1.32% 0.162%

33 16.851 2537 2544 2553 rVB3 58846 160051 6.48% 0.795%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial =: 20 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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 20137561
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097099.D
6|27
5.09 6.1
2000000 6.65
1500000 7.06
1000000
6.49
500000
4.63
2.28 6.92 7.7
L e e e S 1 S —
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097099.D
8.86
2000000
1500000 12.59
10.31
1000000 7g
9.52
11.00 13
500000
9.26
L { | 998 (1045 499 1155 135
0o e e e e e e
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: BF097099.D
2000000
1500000
1000000
500000 14.97
1471 1p.9% 1715.395 5515.80 16.2816 59 16.85
R e i —————
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\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.63 10.20 ng 312282 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 17

Abundance Scan 466 (4.628 min): BF097099.D (-464) (-) m/z 43.00 100.00%
43.0
5000 59.0 \
001 LTk b 4k 5h
el 900 L 830 | “m/z 59.00 48.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN IR R UL A
59.0 420 440 460 480 500
m/z 58.00 14.18%
e 880 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 480 500
5000 m/z 101.10 12 _.55%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.66%
5000 41.0
31.0
69.0 87.0
15.0 m 1] syl 98.0
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2 unknown6.27 Concentration Rank 1

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

6.27 73.33 ng 2244780 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.269 min): BF097099.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
0050 [| BT "o 650 640 650
: : A E e m/z 68.10 40.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U R L I R
6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.48%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
600 6.0 6.40 6.60
5000 67.0 m/z 66.00 25.62%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl s e
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.74%
74.0
5000 98.0 116.0
: IIIIIII‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R e A REEEEEE S
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 13

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

6.92 2.56 ng 78475 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 78
2 2-Decanol. methvl ether 172 C11H240 1000333-83-9 59
3 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 50
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 50
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 43

Abundance Scan 856 (6.922 min): BF097099.D (-851) (-) m/z 59.00 100.00%
54.0
5000
43.0 AR S LR
|| | 830 g5, 1231 6.60 6.80 7.00 7.20
bl 980 A "m/z 43.00 25.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28299: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000
6.60 6.80 7.00 7.20
43.0 m/z 55.00 22.45%
o 0 o0 00 10 1o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
6.60 6.80 7.00 7.20
5000 m/z 41.00 13.18%
41.0
27.0 83.0 97.0 111.0125.0 140.0 157.0171.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29640: 2-Octanol, 2,6-dimethyl-
59.0 6.60 6.80 7.00 7.20
m/z 67.00 8.23%
5000
41.0
270 7 || 80 97011101250 1430
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 5 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.45 2.95 ng 80612 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1456 (10.451 min): BF097099.D (-1452) (-) m/z 57.05 100.00%
57.0
5000
‘ ‘ }ggl " 10,20 10.40 10.60 10.80
e m/z 43.05 70.66%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LI BRI LU BUURELN B
mmmmmmmm
99.0 m/z 71.05 46.95%
27,0| ‘ I I H , 1410 1830 225.0 281.0 337.0  394.0
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 36.73%
99.0
Mmlmonmzaom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #59880: Tetradecane
57.0 10.20 10.40 10.60 10.80
m/z 41.00 32.62%
5000
m/z--> 55 160 1%0 260 2%0 300 3%0 ' 1050 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 6 Octadecyl trifluoroacetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.50 4.38 ng 123797 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1974 (13.498 min): BF097099.D (-1970) (-) m/z 57.05 100.00%
5.0
- 1920 1340 1360 1380
S B e m/z 43.05 96.35%
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57.0
5000 L DAL UL BN SR
13.20 13.40 13.60 13.80
0.0 125.0 m/z 55.00 89.37%
\‘ \‘\ Al H“ \H‘ H\ \‘ J‘\ \154 0182 0 224 0252 0 297.0 348.0
m/z--> 50 100 150 200 250 360 350
Abundance
57.0
970 13.20 13.40 13.60 13.80
5000 m/z 97.05 69.86%
29.0 125.0
154.0182.0210.0238.0 283.0 334.0
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0 13.20 13.40 13.60 13.80
97.0 m/z 83.10 65.40%
5000
29.0 125.0
L “ | | | 1540 19602240 2690 3200 \
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.03 3.46 ng 69648 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Triacontane 422 C30H62 000638-68-6 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Hexacosane 366 C26H54 000630-01-3 74
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2234 (15.027 min): BF097099.D (-2231) (-) m/z 57.05 100.00%

5000

e
90 1ss1 207.0  267.0 14.80 15.00 15.20 15.40

m/z 43.05 55.12%

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 LA L L L L L L L LB

14.80 15.00 15.20 15.40
m/z 71.05 51.50%

“ \‘ ‘\ 1410 ;830 225.0 267.0 309.0 352.0

m/z--> 50 5 200 250 300 350 400
Abundance
57.0
A e R R
14.80 15.00 15.20 15.40
5000 m/z 85.10 34.81%
99.0
141.0 1830 422.0
26.0 225.0 2670 309.0 351.0 :
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane A e e R R
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.78%
5000
990
26.0] | | . ]1410 1830 2260
m/z--> 50 100 150 200 250 300 350 400 14.80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 8 unknownl15.17 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.67 ng 53588 Perylene-di12 14.97
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 Codeine-propionvl 355 C21H25N04 065644-90-8 10
2 2H-1.2.3-Triazole-4-carboxvlic a... 355 C15H17N902 1000316-28-9 7
3 1H,5H-Pyrazolo[1l,2-a]pyrazole-1,... 316 C14H13BrN4 1000319-94-2 1
Abundance Scan 2258 (15.168 min): BF097099.D (-2254) (-) m/z 41.00 100.00%
41.
109.1 151.1
5000 187.1 356 1
213.1239.2  9g5q :
‘ 14,80 15.00 15.20 15.40
B | — m/z 57.00 90.98%
m/z--> 50 100 150 200 250 300 350
Abundance #187332: Codeine-propionyl
57.0
282.0 3550
5000 229.0 U S SN SN B
162.0 mmmmmmmm
940 m/z 55.00 73.39%
— .‘. HHH‘\\ ”‘.H.‘l‘l.u..“.“l.... .
m/z--> 50 o 200 250 300 350
Abundance
151.0
14,80 15.00 15.20 15.40
5000 m/z 109.10 56.07%
77.0 355.0
187.0
44.0 110.0
223.0 298.0324.0
m/z--> §o 160 1%0 260 2éo 360 3%0
Abundance #157612: 1H,5H-Pyrazolo[1,2-a]pyrazole-1,2-dicarbonitrile, ... S —
102.0 14.80 15.00 15.20 15.40
m/z 151.10 53.66%
5000
410 810 237.0
140.0
o W | 1890 2090 H 230380
m/z--> 50 100 150 200 o 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 9 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.39 5.17 ng 103998 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Docosane 310 C22H46 000629-97-0 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2296 (15.392 min): BF097099.D (-2291) (-) m/z 57.05 100.00%

57.0
5000

15.00 15.20 15.40 15.60 15.80
m/z 43.00 62.09%

155.1 187.1 215.1239.0

282.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57.0

5000 85.0 L R s
15. 00 15. 20 15. 40 15 60 15. 80

m/z 71.05 57 .83%

29.0
| \ | 1301410 1690 1970 2250 254.0

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

57.0

15.00 15.20 15.40 15.60 15.80
5000 85.0 m/z 85.10 37.49%

29.0
113.0 141.0 169.0 197.0 225.0 253.0 281.0 310.0
mmmmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane A e A RER Ra s
57.0 15.00 15.20 15.40 15.60 15.80
m/z 41.00 23.49%

5000 85.0

29.0
‘ Lo M0 1410 1690 1970 2250 268.0

4
||||||||| ||||||||||||||||||||||||| NN EEEEEEEEEE) ||||||||||||||| TTT T[T T T T[T T T T[T T T T [TT

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 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 10 unknownl5.58 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.58 2.73 ng 54950 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptanol. heptafluorobutvrate 310 C11H13F702 1000376-25-6 14
2 Cvclohexanecarboxamide. N-furfurvl- 207 C12H17NO2 006341-32-8 12
3 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 10
4 dl-.beta.-Ethvl-3-dimethvlamino-... 203 C10H21NO3 1000298-96-2 10
5 6-Nonenal, 3,7-dimethyl- 168 C11H200 1000132-43-9 10
Abundance Scan 2328 (15.580 min): BF097099.D (-2325) (-) m/z 55.00 100.00%
550 81.0
207.1
5000
15.20 15.40 15.60 15:80
m/z 81.05 78.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152297: Cycloheptanol, heptafluorobutyrate
67.0
96.0
5000 41.0 A DAL B UG R
mmmmmmmm
169.0 m/z 67.00 70.38%
15.0 . 197.0 225.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
81.0
550 rTrrryrrrryrrrrrprrTTrT
207.0 1520 15.40 15.60 15.80
5000 m/z 57.00 69 .55%
111013201520 178.0
m/z--> 25 45 65 85 160 120 150 160 180 200 220 250 2é0
Abundance #10548: Ethanone, 1-(1-cyclohexen-1-yl)- A B o
43.0 81.0 15.20 15.40 15.60 15.80
m/z 207.05 68.51%
109.0
5000
R o S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15 20 15. 40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 12 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.28 4.96 ng 99650 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentacosane 352 C25H52 000629-99-2 83
3 Triacontane 422 C30H62 000638-68-6 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2447 (16.280 min): BF097099.D (-2443) (-) m/z 57.10 100.00%
1
5000
1411 1791 2193 g1 16,00 16,20 16.40 16.60
L m/z 43.05 59.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 L DR BRI BRI B
16 00 16 20 16. 40 16 60
99.0 m/z 71.10 56.24Y%
26,0/ \‘ Lk 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 1éo 260 250 360 3éo 460
Abundance
57.0
16,00 16,20 16.40 16.60
5000 m/z 85.10 45 _.29%
99.0
26.0 141.0 1830 2250 267 0 3000 352.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #219831: Triacontane R e BB R e
57.0 16.00 16.20 16.40 16.60
m/z 55.00 20.18%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097099.D

Aca On : 27 Jul 2017 2:20

Operator : SJ/JU

Sample = 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 13 Hentriacontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.85 7.96 ng 160051  Perylene-d12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 87

2 Pentacosane 352 C25H52 000629-99-2 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 2544 (16.851 min): BF097099.D (-2537) (-) m/z 57.10 100.00%
57.1
5000
Jnl 2071 sgsg " 15160 1680 17,06 1720
B N 5 O i m/z 71.10 61.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 R S B SULIIR B
16. 60 16 80 17. oo 17.20
130 m/z 43.05 58.12%
Ll 169.0 2250 309.0 365.0 437.0

!
LI L L L L L L L L L L L L BB BB

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

16.60 16.80 17.00 17.20
5000 m/z 85.10 39.88%

113.0
169.0 225 0 281. 0 352 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane I a BREmEEES
57.0 16.60 16.80 17.00 17.20

m/z 55.05 23.70%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16 80 17. OO 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072617\
Data File : BF097099.D

Acq On 27 Jul 2017 2:20

Operator : SJ/JU

Sample - 14359-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.63 10.2 ng 312282 1 6.49 612199 20.0
unknown6 .27 6.27 73.3 ng 2244780 1 6.49 612199 20.0
7-Octen-2-ol, 2,6... 6.92 2.6 ng 78475 1 6.49 612199 20.0
Octacosane 10.45 3.0 ng 80612 4 11.00 546610 20.0
Octadecyl trifluo... 13.50 4.4 ng 123797 5 13.62 565729 20.0
Pentacosane 15.03 3.5 ng 69648 6 14.97 402128 20.0
unknown15.17 15.17 2.7 ng 53588 6 14.97 402128 20.0
Octadecane 15.39 5.2 ng 103998 6 14.97 402128 20.0
unknownl15.58 15.58 2.7 ng 54950 6 14.97 402128 20.0
Hexacosane 16.28 5.0 ng 99650 6 14.97 402128 20.0
Hentriacontane 16.85 8.0 ng 160051 6 14.97 402128 20.0
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