LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\

Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

3?22'6 i 13469-10 SB-6(0-2)20170603
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-BF060517.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_.575 503 508 526 rBV 51032 148169 7 .80% 0.905%
2 5.257 620 624 655 rBV 925298 1588695 83.62% 9.707%
3 6.928 903 908 920 rBVY 1016498 1613966 84.95% 9.861%
4 7.022 920 924 935 rVB 1232795 1782759 93.83% 10.892%
5 7.369 979 983 998 rBV 278664 371692 19.56% 2.271%
6 7.604 1018 1023 1039 rvB 1003303 1273500 67.03% 7.781%
7 8.286 1133 1139 1157 rBV 693561 1006625 52.98% 6.150%
8 9.398 1323 1328 1342 rBV 414770 529089 27.85% 3.233%
9 11.180 1624 1631 1642 rBV 1491320 1899907 100.00% 11.608%
10 11.868 1744 1748 1754 rBV 220493 259268 13.65% 1.584%
11 12.221 1803 1808 1813 rBV2 462532 589724 31.04% 3.603%
12 12.268 1813 1816 1820 rvVvB2 26801 32543 1.71% 0.199%
13 13.080 1946 1954 1959 rBvV2 37037 47668 2.51% 0.291%
14 13.445 2008 2016 2021 rBVvV4 9885 23312 1.23% 0.142%
15 13.515 2023 2028 2035 rBvV 793591 1058487 55.71% 6.467%
16 13.851 2081 2085 2094 rBvV 39729 61659 3.25% 0.377%
17 14.580 2206 2209 2210 rBvV2 23186 22473 1.18% 0.137%
18 14.615 2210 2215 2219 rVvVv 428625 552965 29.10% 3.378%
19 14.651 2219 2221 2227 rVB 24823 31998 1.68% 0.195%
20 15.645 2387 2390 2393 rBV 95471 101865 5.36% 0.622%
21 16.439 2519 2525 2529 rVB 52760 72012 3.79% 0.440%
22 16.739 2571 2576 2582 rBV 75108 96241 5.07% 0.588%
23 16.992 2613 2619 2623 rVB 1271712 1452361 76.44% 8.874%
24 17.350 2675 2680 2684 rBV5 12086 19650 1.03% 0.120%
25 17.398 2684 2688 2691 rVB 24422 25009 1.32% 0.153%
26 17.845 2760 2764 2767 rVB 28595 31575 1.66% 0.193%

27 18.245 2827 2832 2841 rBV2 131754 223382 11.76% 1.365%
28 18.327 2842 2846 2851 rBV 367538 445127 23.43% 2.720%

29 18.662 2898 2903 2909 rBvV 37450 49117 2.59% 0.300%
30 19.050 2965 2969 2975 rVB 67507 80372 4.23% 0.491%
31 19.415 3028 3031 3036 rBV3 18527 28391 1.49% 0.173%
32 19.568 3053 3057 3059 rBV3 16673 19319 1.02% 0.118%
33 19.603 3059 3063 3066 rBvV 28035 40380 2.13% 0.247%
34 19.768 3088 3091 3101 rBV3 38935 89460 4.71% 0.547%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

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-BF060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.891 3108 3112 3115 rBV 16275 22103 1.16% 0.135%
36 19.944 3119 3121 3125 rVV 25492 28106 1.48% 0.172%
37 19.997 3126 3130 3140 rVB 329687 406975 21.42% 2.487%
38 20.268 3172 3176 3186 rVB9 20257 34352 1.81% 0.210%
39 20.444 3203 3206 3209 rBV 36116 45059 2.37% 0.275%
40 20.480 3209 3212 3218 rVV3 35731 57005 3.00% 0.348%
41 20.527 3218 3220 3227 rVB6 14570 21859 1.15% 0.134%
42 21.027 3302 3305 3309 rVB4 19574 23446 1.23% 0.143%
43 22.297 3516 3521 3531 rBV4 10595 38072 2.00% 0.233%
44 23.009 3640 3642 3649 rVB7 14964 21582 1.14% 0.132%

Sum of corrected areas: 16367319
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF095781.D

1400000

7.02
1200000

6.98 7.60
1000000 5.26

800000
8.29
600000
400000

200000
4.57

T
8.50

T
9.00

T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF095781.D

1400000 11,18

T T
6.00 6.50 7.00 7.50 8.00

1200000

1000000

800000 13.52

600000

9.40 12.22 14.62 15.64
400000

11.87
200000

13.85 14485 16.44
2 13

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50
Abundance TIC: BF095781.D

1400000

16.99
1200000

1000000
800000
600000
400000

200000
6.74

JLJL 140 1784 22.30 23.01

e === s ———— SR =Es

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 2050 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 4

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

4_.57 7.97 ng 148169 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 507 (4.569 min): BF095781.D (-503) (-) m/z 43.00 100.00%
43.0
59.1 ﬁ\\‘
5000
101.0 A R U LA
| 831 420 4.40 4.60 4.80 5.00
Y Y FEENERET | i m/z 59.10 53.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R AL
59.0 420 440 4.60 4.80 5.00
m/z 101.00 22.88%
830 e 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 4.80 5.00
5000 m/z 58.00 14 .86%
55.0
27.0 710 830 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4083: Morpholine, 4—methy|— L L L L DL B
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 10.11%
5000 r\h
101.0
71.0
15.0
"I'J"I"?%?'"'f'l"I'§??I""iy"'l'§qgl""k""l' A R RS L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00

8270-BF060517.M Fri Jun 09 14:37:45 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.02 Concentration Rank 1

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

7.02 95.93 ng 1782760 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 924 (7.022 min): BF095781.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 sa0 || 9‘?-0 J 6.60 6.80 7.00 7.0 7.40
L e L A I i B B m/z 68.10 37.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I LN UL IS I
6.60 6.80 7.00 7.20 7.40
310 510 m/z 133.95 31.90%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.05 22.42%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.05 14.83%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN .V G —
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.85 2.23 ng 61659 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Pentadecane 212 C15H32 000629-62-9 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80

Abundance Scan 2085 (13.851 min): BF095781.D (-2081) (-) m/z 57.05 100.00%

571.0
5000 85.1

1131 1691 2237 13.60 13.80 14.00 14.20
rerrebrebede et et || M7z 43.100 63.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141431: Eicosane, 10-methyl-
57.0

5000 85.0 e
13.60 13.80 14.00 14.20

m/z 71.05 60 .54%

113.0 154.0
b |1183.0 211.0 239.0  281.0
TP o o 1 T PP P T P T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0

13.60 13.80 14.00 14.20

5000 650 m/z 85.10 42.20%
290 113.0
-~ 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
WWWWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71395: Pentadecane
57.0 13.60 13.80 14.00 14.20

m/z 41.05 28 .95%

29.0
5000 85.0
‘ L) i 13014101600 220

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.68 ng 101865 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 2389 (15.639 min): BF095781.D (-2387) (-) m/z 73.00 100.00%
73.0
43.0
5000 1289 159.9 /k
97.0 1851 232 558 " 1540 15.60 15.80 16.00
m/z 43.05 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L I I BRI B
83.0 15.40 15.60 1580 1600
VJM 1570 1geo 2130 260 | M/Z 60.00  72.84%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 " 1540 15.60 15.80 16.00
m/ 41.10 68.10%
5000 1290 4 0
185.0 228.0
97.0
157.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 15.40 15.60 15.80 16.00
m/z 55.05 63.75%
5000 129.0 W*VAM~V4MW-AM/\wawudkﬁwm%fw~
15.0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15'40 15 60 15. 80 16 00

8270-BF060517.M Fri Jun 09 14:37:47 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.24 10.04 ng 223382 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 2831 (18.239 min): BF095781.D (-2827) (-) m/z 83.05 100.00%

5000

-

18.00 18.20 18.40 18.60
m/z 55.05 99.79%

206.9 234.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

:

5000 LA L L L L LB
18.00 18.20 18.40 18.60
m/z 57.05 96.66%
29.0 139.0
Lok gll "~ 167.0 196.0  238.0 266.0294.0
S M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
Studab M bt At e
18.00 18.20 18.40 18.60
5000 111.0 m/z 43.10 90.17%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #186968: n-Tetracosanol-1 B
57.0 83.0 18.00 18.20 18.40 18.60
m/z 97.10 88.71%
29.0 139.0
L ‘ 167.0 195,0222.0 250.0 280.0 308.0 336.0
Asaanseaaesstie e A A=
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octadecane, 1-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.66 2.21 ng 49117 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 90
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2903 (18.662 min): BF095781.D (-2898) (-) m/z 57.10 100.00%
571
5000
J 131 2070 1840 18.60 18.80 19.00
S T m/z 71.05  77.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro-
57.0
5000 LI UL B SULEULN UL

18.40 18.60 18.80 19.00
m/z 43.05 58.41%

0
w Hlﬁlo 217.0 288.0

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

Abundance
57.0
R R B
18.40 18.60 18.80 19.00
5000 m/z 85.05 46.12%
105.0
161.0 288.0
e e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane B EEm e e
57.0 18.40 18.60 18.80 19.00
m/z 41.00 26.63%
5000
10 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
I L o R B e e e R A e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18. 40 18 60 18. 80 19. 00

8270-BF060517.M Fri Jun 09 14:37:48 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Nonahexacontanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.05 3.61 ng 80372 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 91
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 86
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 83
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 83
Abundance Scan 2969 (19.050 min): BF095781.D (-2965) (-) m/z 57.05 100.00%
57.0
5000
1670 1580 1000 1620 1940
r ..ﬁv:“...,”..,”..,.”.,.”.,..”,..”,...w. m/z 71.10 72 .05%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57.0
5000 LN BN BN SULLILE B
18. 80 19. oo 19. 20 19.40
m/z 43.05 62 .64%
Ii h15?9‘2530 350.0 899.0 998.0
m/z--> 6 160 200 360 460 560 660 700 800 900 1000
Abundance
57.0
"' 18/80 19.00 19.20 19.40
5000 m/z 85.10 50.11%
239.0
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance #119526: 1-Dodecanol, 2-hexyl- B B
57.0 18.80 19.00 19.20 19.40
m/z 55.05 45 .83%
5000
J}540 252.0
m/z--> 6 100 260 360 460 560 660 700 800 900 1000 1880 1900 1920 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.77 4.40 ng 89460 Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 86
2 Heptadecane 240 C17H36 000629-78-7 80
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 80
4 Nonacosane 408 C29H60 000630-03-5 78
5 Tetracontane 563 C40H82 004181-95-7 78
Abundance Scan 3091 (19.768 min): BF095781.D (-3088) (-) m/z 57.10 100.00%
57.1
5000
99.1 —
147.0,,, 1208.1239.1 19.40 19.60 19.80 20.00
: m/z 43.10 70.20%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 NSNS U
19.40 19.60 19.80 20.00
99.0 m/z 71.10 63.81%
27.0, ‘ |l | 1410 1830 2250 267.0 309.0 _ 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
19.40 19.60 19.80 20.00
5000 m/z 85.05 54_.41%
99.0
27.0 141.0 183.0 240.0
mz-> 50 100 150 200 250 300 350
Abundance #105894: Heptadecane, 2-methyl- R e
43.0 19.40 19.60 19.80 20.00
m/z 99.10 23.38%
5000
85.0
l a‘ | | 1270 1600 2110 2540
m/z--> 50 100 150 200 250 300 350 ' 19.40 19.60 19.80 20.00

8270-BF060517.M Fri Jun 09 14:37:50 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.44 2.21 ng 45059 Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvltetracosane 352 C25H52 1000376-72-6 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetrapentacontane 759 C54H110 005856-66-6 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3205 (20.439 min): BF095781.D (-3203) (-) m/z 57.10 100.00%
57.1
5000
13.0 193.0 HRER N SRR SR
| J L I' 20.20 20.40 20.60 20.80
N  EF S m/z 71.05 78.16%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 LI BRI BN BRI B
mmmmmmmm
m/z 85.10 66.03%
h | ] 1? ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

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

57.0

20.20 20.40 20.60 20.80
5000 m/z 43.00 45 _19Y%

113.0
169.0 225, o 309 0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane R EEEES
57.0 20.20 20.40 20.60 20.80

m/z 99.10 32.00%

5000

13.0
| J169 .0 225, 0 309 0 365 0 437.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.20 20.40 20.60 20.80

8270-BF060517.M Fri Jun 09 14:37:51 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095781.D

Aca On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample = 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Chloroacetic acid, tetradec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.48 2.80 ng 57005 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid. tetradecvl ester 290 C16H31Cl102 018277-86-6 53
2 Dodecane. l-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 52
3 Benzene. 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 38
4 Cvclohexanecarbonvl chloride 146 C7H11CIO 002719-27-9 35
5 Oxalic acid, l-menthyl pentadecy... 438 C27H5004 1000314-98-2 27
Abundance Scan 3212 (20.480 min): BF095781.D (-3209) (-) m/z 83.10 100.00%
5000
1 20.20 20,40 20.60 20.80
m/z 57.10 82.17%
m/z--> 50 100 150 200 250 300 350
Abundance #136128: Chloroacetic acid, tetradecyl ester
83.0
55.0
5000 B AR DA
111.0 mmmmmmmm
‘ a0 m/z 55.10  73.79%
196.0
290, | | | “. | 0o o0
m/z--> 50 100 150 200 250 300 350
Abundance
41.0, 830
' 20.20 20,40 20.60 20.80
5000 m/z 97.10 70.65%
111.0
o 2070 2080 | 26302890 347.0
m/z--> 50 100 150 200 250 300 350
Abundance #11302: Benzene, 1-fluoro-4-methoxy- N B E e
83.0 126.0 20.20 20.40 20.60 20.80
m/z 43.10 67 .25%
5000
50.
1.5..0.'.JJP'M1|.||....|.... — N , R AR REE mama
m/z--> 50 100 150 200 250 300 350 2020 2040 2060 2080

8270-BF060517.M Fri Jun 09 14:37:52 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
Data File : BF095781.D

Acq On : 8 Jun 2017 13:56

Operator : SJ/MA

Sample - 13469-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.57 8.0 ng 148169 1 7.37 371692 20.0
unknown7 .02 7.02 95.9 ng 1782760 1 7.37 371692 20.0
Eicosane, 10-methyl- 13.85 2.2 ng 61659 4 14.62 552965 20.0
n-Hexadecanoic acid 15.64 3.7 ng 101865 4 14.62 552965 20.0
1-Heneicosanol 18.24 10.0 ng 223382 5 18.33 445127 20.0
Octadecane, 1-chl... 18.66 2.2 ng 49117 5 18.33 445127 20.0
Nonahexacontanoic... 19.05 3.6 ng 80372 5 18.33 445127 20.0
2-methyloctacosane 19.77 4.4 ng 89460 6 20.00 406975 20.0
Tetratetracontane 20.44 2.2 ng 45059 6 20.00 406975 20.0
Chloroacetic acid... 20.48 2.8 ng 57005 6 20.00 406975 20.0
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