LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 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-BF121417.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 5.028 496 500 518 rBV 456937 670956 23.93% 2.618%
2 5.434 565 569 595 rBY 2352387 2701001 96.34% 10.538%
3 6.451 738 742 760 rBVY 2419820 2744953 97.90% 10.709%
4 6.581 760 764 771 rVV 2713199 2556040 91.17% 9.972%
5 6.810 799 803 811 rBV 800982 771554 27 .52% 3.010%
6 6.963 825 829 850 rVB 2272893 2094587 74.71% 8.172%
7 7.375 895 899 924 rBVY 1624877 1739828 62.05% 6.788%
8 8.092 1017 1021 1034 rBV 931004 1004321 35.82% 3.918%
9 9.163 1199 1203 1213 rBvV 3029518 2803712 100.00% 10.938%
10 9.563 1265 1271 1276 rBV 134584 147390 5.26% 0.575%
11 9.763 1302 1305 1309 rVB 77968 62378 2.22% 0.243%
12 9.845 1315 1319 1332 rVB 1125835 1057886 37.73% 4.127%
13 10.263 1387 1390 1393 rVB 107588 84463 3.01% 0.330%
14 10.480 1421 1427 1430 rBvV 33123 42968 1.53% 0.168%

15 10.639 1451 1454 1467 rBV 1335127 1381141 49.26% 5.388%

16 10.733 1467 1470 1475 rVV 105612 107598 3.84% 0.420%

17 11.180 1544 1546 1549 rBV 55280 47884 1.71% 0.187%
18 11.339 1569 1573 1582 rBV 976336 988831 35.27% 3.858%
19 11.610 1616 1619 1621 rBV 45594 33645 1.20% 0.131%
20 11.851 1657 1660 1664 rBV3 29601 34637 1.24% 0.135%

21 12.921 1837 1842 1845 rBV 2081618 1961816 69.97% 7.654%
22 13.133 1872 1878 1881 rBV4 22511 41451 1.48% 0.162%
23 13.804 1988 1992 2004 rBV 225672 304632 10.87% 1.189%
24 13.986 2019 2023 2031 rBV 690872 704396 25.12% 2.748%
25 14.439 2095 2100 2106 rBV3 61793 106069 3.78% 0.414%

26 14.868 2171 2173 2179 rVB5 28936 38709 1.38% 0.151%
27 15.057 2201 2205 2208 rBV 133160 144352 5.15% 0.563%
28 15.457 2269 2273 2281 rBV 542658 760124 27.11% 2.966%
29 15.627 2299 2302 2307 rVB3 48596 60385 2.15% 0.236%
30 15.851 2335 2340 2345 rBvV 136420 206568 7.37% 0.806%

31 15.909 2346 2350 2358 rVV3 57947 121460 4_.33% 0.474%
32 16.633 2468 2473 2480 rVB4 56721 105881 3.78% 0.413%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25631616
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\

BF101522.D

19 Dec 2017 15:11

SJ/Ju

16908-05

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF101522.D
6.58

6.45
5.43 6.96

7.37

5.03

0
Time-->

7.50

1
5.00

T
5.50

T
6.00

T
6.50

I
7.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

8.09

TIC: BF101522.D

12.92

10.64

9.85
11.34

956 7 1026, 451,78

11.18 11.6111.85 13.13

Time-->

13.50

11.50

9.50 10.00 10.50 11.00 12.00 12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.99

TIC: BF101522.D

15.46

15.06
14.87

15.63138%1

14.44 16.63
.\

Time-->

14.00

19.00

17.50 18.00 18.50

14.50 15.00 15.50

16.00 16.50 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 17.39 ng 670956 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 500 (5.028 min): BF101522.D (-496) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| | 83.1 | 460 4.80 5.00 5.20 5.40
A R R KA AR RRARS RARRA RARLA RSN SRS LA RALAS RARAINARRE m/z 59.00 55.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 520 5.40
0
150 4, 1010 m/z 101.10 18.36%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 41.0 m/z 58.00 14.73%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.87%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.58 Concentration Rank 1

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

6.58 66.26 ng 2556040 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 764 (6.581 min): BF101522.D (-760) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 %1 S5 6k 50 o 700
: e m/z 68.10 40.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 SRR SRS SRR
6.20 6.40 6.60 6.80 7.00
310 5L0 ‘ m/z 134.00 31.77%
‘ L1 H | !
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.00 26.04%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.34%
117.0
5000
91.0
39.0 65.0 ‘ ‘
||‘|||‘|‘||“N||“l‘|||‘“|||‘ﬁ||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.18 ng 107598 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1469 (10.727 min): BF101522.D (-1467) (-) m/z 57.10 100.00%
57.1
5000
85.0 )
151 1 1040 10,60 1080 1100
: m/z 43.05 72 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57.0
d
w000 50 10010 1060 1080 1100
29.0 m/z 71.05 58.29%
| ‘ ‘ g \11?0 14101690 2120
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§0 300
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.05 32.82%

29.0
1130 1410 169.0 197.0 225.0 253.0  296.0

mwmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane AR R R B
57.0 10.40 10.60 10.80 11.00
m/z 41.00 25.37%

5000
85.0

29.0
‘ Ll ‘ 113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 8.65 ng 304632 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance . Scan 1991 (13.798 min): BF101522.D (-1988) (-) m/z 57.10 100.00%
>t 83.1
5000
LRI AN DAL SN B
139.1 167.1 296.0 13.40 13.60 13.80 14.00 14.20
S— 196.1 m/z 55.00 93.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 AR DA SRR ISR B
13140 13.60 13.80 14.00 14.20
29.0 m/z 43.05 88.24%
Lok 154.0 196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 83.0
13.40 13.60 13.80 14.00 14.20
5000 1110 m/z 83.10 78 .85%
29.0

139.0 1880  210.0 238.0 566.0 295.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

%

Abundance #155046: 1-Heneicosanol e R
55,0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 69.00 75.86%
5000
29.0
Ll 167.0 106.0  238.0 266.0 294.0
T Lo BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 6 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .44 3.01 ng 106069 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 87
3 1-Tricosanol 340 C23H480 003133-01-5 87
4 Octacosanol 410 C28H580 000557-61-9 87
5 Cycloeicosane 280 C20H40 000296-56-0 86
Abundance Scan 2100 (14.439 min): BF101522.D (-2095) (-) m/z 55.05 100.00%
530 g3 ¢
5000
" 14:20 14.40 14.60 14.80
m/z 57.10 97 .98%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 LR S B I S
Mmmmmmmm
280 _ m/z 43.10 96.10%
| ﬁ L | I :L [ fss0m0 a0
m/z--> 50 100 150 200 250 300 350
Abundance
51.0  g74
14.'20 14.'40 14.I60 14.I80
5000 m/z 83.05 81.79%
125.0
29.0
154.0182.0 222.0250'0 297.0 360.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #177217: 1-Tricosanol b RRREE EE s
43.0 14.20 14.40 14.60 14.80
m/z 97.10 64 .58%
5000
1@0L Ll ‘ | L‘L 1 }5§0182021002380266029403220
m/z--> 15 250 300 3éo 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.06 3.80 ng 144352 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86

Abundance Scan 2206 (15.062 min): BF101522.D (-2201) (-) m/z 57.05 100.00%

57.0
99.1 A PR DAL BN I

1551 197.1 2391 282.0 328.1 14.80 15.00 15.20 15.40
_ dd bl oy m/z 71.10 68.98%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 TT T[T T T T[T T rrrrrrr1
14.80 15.00 15.20 15.40
m/z 43.10 61.84%
99.0
zalo“‘ L4 | 1410 1830 2250 2820
] T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R N REE
14.80 15.00 15.20 15.40
5000 m/z 85.10 52.32%
99.0
26.0 141.0 1830 225.0 267.0 338.0
LA B e e e B L LI e o B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R B e R e
57.0 14.80 15.00 15.20 15.40
m/z 55.00 20.27%
- WN\AJMW
99.0
26.0) | |l . ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
B B ...., T T T T T T R N REE
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.85 5.44 ng 206568 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 86

Abundance Scan 2340 (15.851 min): BF101522.D (-2335) (-) m/z 57.10 100.00%
57.1
st " 15.60 15.80 16.00 16.20
41.1 : : :
L .l.ll Ll l 1780 2258 811 3281 0 Thzz 71.10  62.82%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L SR BRI SUBURE SR
15.60 15.80 16.00 16.20
m/z 43.10 55.19%
270 | | MQ%OJ 141.0 1830 2250 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 85.10 44 _78%
99.0
27.0 141. 0 183.0 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R REEES B
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22.07%
e JN\AMmAf\thMJ\[\“whmdwﬁvumm
99.0
L |_| | | ;, 1420 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1%0 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 2-Hepten-4-one, 6-hydroxy-2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.91 3.20 ng 121460 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hepten-4-one. 6-hvdroxv-2-meth... 236 C15H2402 038043-98-0 93
2 Cvclotetracosane 336 C24H48 000297-03-0 64
3 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 49
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 49
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 49
Abundance Scan 2350 (15.909 min): BF101522.D (-2346) (-) m/z 57.10 100.00%
57.1
7.1
5000
157.1 203.0 245.1504 1 341.1 1560 1580 1600 1620 -
el o e I e m/z 83.05 95.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90789: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...
43. 138.0
2000 15.60 15.80 16.00 16,20
218.0 m/z 43.05 68.26%
| a
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
430 oo g
15.60 15.80 16.00 16.20
5000 m/z 69.10 61.92%
125.0
167.0 210.0250.0 293.0 336.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237739: Hexacosy! pentafluoropropionate AR e RE R
57.0 15.60 15.80 16.00 16.20
m/z 97.10 57 .78%
97.0
5000
;] ‘][3;9'? 181.0222.0 278.0320.0 364.0 409.0 510.0
m/z--> 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101522.D

Aca On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample = 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 10 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.63 2.79 ng 105881 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
3 Octadecanal 268 C18H360 000638-66-4 80
4 9-Octadecen-1-ol. (E)- 268 C18H360 000506-42-3 58
5 Carbonic acid, isobutyl undec-10... 270 C16H3003 1000314-60-8 50
Abundance Scan 2472 (16.627 min): BF101522.D (-2468) (-) m/z 43.10 100.00%
43,
5000
s01 1831 211 w51 || 1040 1660 1680 1700
A 29 m/z 57.10 90.98%
m/z--> 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
5000 LI BN UL UL U
16.40 16,60 16.80 17.00
09.0 m/z 82.05 76.32%
HL 301660 2080 2500
m/z--> 150 ' 200 250 300 350
Abundance
43.0 820
1640 16.60 16.80 17.00
5000 m/z 96.10 57.23%
110.0
138.0166.0194.0 236.0264.0
m/z--> '~ s0 100 150 200 250 300 350
Abundance #117605: Octadecanal  Rm e R
43.0 16.40 16.60 16.80 17.00
m/z 97.10 49 .49%
5000 -AAMMMW‘M
10.0
L | [%80160010402220%"
bl R Il
m/z--> 50 100 150 200 250 300 350 16.40 16,60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121917\
Data File : BF101522.D

Acq On : 19 Dec 2017 15:11

Operator : SJ/JU

Sample - 16908-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.03 17.4 ng 670956 1 6.81 771554 20.0
unknown6 .58 6.58 66.3 ng 2556040 1 6.81 771554 20.0
Pentadecane 10.73 2.2 ng 107598 4 11.34 988831 20.0
Trifluoroacetoxy ... 13.80 8.7 ng 304632 5 13.99 704396 20.0
1-Docosene 14 .44 3.0 ng 106069 5 13.99 704396 20.0
Eicosane 15.06 3.8 ng 144352 6 15.46 760124 20.0
Heptacosane 15.85 5.4 ng 206568 6 15.46 760124 20.0
2-Hepten-4-one, 6... 15.91 3.2 ng 121460 6 15.46 760124 20.0
Oxirane, hexadecyl- 16.63 2.8 ng 105881 6 15.46 760124 20.0
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