LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 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-BF081517.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 4.934 481 484 499 rVB 203189 308831 8.21% 0.946%
2 5.346 548 554 557 rBY 3125895 3384812 89.95% 10.363%
3 6.375 720 729 732 rBVY 3132548 3700147 98.33% 11.329%
4 6.504 746 751 754 rBVY 3304905 3426982 91.07% 10.492%
5 6.734 786 790 793 rBV 925468 809049 21.50% 2.477%
6 6.887 812 816 820 rBVY 2519917 2586487 68.74% 7.919%
7 7.298 880 886 889 rBY 2174031 2279307 60.57% 6.979%
8 7.392 897 902 908 rBV 36640 42406 1.13% 0.130%
9 8.016 1003 1008 1011 rBV 1195132 1052793 27.98% 3.223%
10 9.092 1185 1191 1201 rBV 3589906 3762962 100.00% 11.521%

11 9.486 1254 1258 1266 rBV 724068 596228 15.84% 1.825%
12 9.769 1300 1306 1315 rVB 1353510 1176360 31.26% 3.602%
13 10.204 1377 1380 1383 rVB 72948 57007 1.51% 0.175%
14 10.557 1435 1440 1443 rBV 2147976 2198331 58.42% 6.731%
15 10.675 1457 1460 1469 rBV 99676 102156 2.71% 0.313%

16 11.122 1533 1536 1539 rBV2 57141 51901 1.38% 0.159%
17 11.251 1554 1558 1561 rBV 1323613 1156713 30.74% 3.542%
18 11.480 1591 1597 1603 rBV2 106593 114130 3.03% 0.349%
19 11.651 1622 1626 1630 rVB 63755 50825 1.35% 0.156%
20 12.298 1733 1736 1739 rBvV 55281 55409 1.47% 0.170%

21 12.357 1742 1746 1753 rVB2 127387 135291 3.60% 0.414%
22 12.839 1823 1828 1831 rBV 3045685 2966193 78.83% 9.082%
23 13.733 1976 1980 1990 rBV 220278 245409 6.52% 0.751%
24 13.880 2001 2005 2009 rBV 765485 726800 19.31% 2.225%

25 14.368 2081 2088 2095 rBV5 40496 66184 1.76% 0.203%
26 14.980 2188 2192 2195 rBV 37927 42388 1.13% 0.130%
27 15.304 2242 2247 2250 rVvV 509336 631481 16.78% 1.933%
28 15.333 2250 2252 2258 rVB 63093 79838 2.12% 0.244%

29 15.745 2317 2322 2327 rBV 78314 113613 3.02% 0.348%
30 16.215 2396 2402 2410 rBV 87867 162440 4._.32% 0.497%

31 16.774 2490 2497 2506 rBV 74934 149907 3.98% 0.459%
32 17.421 2600 2607 2618 rVB2 71976 163791 4 _.35% 0.501%
33 18.192 2731 2738 2748 rVB2 46403 127565 3.39% 0.391%
34 19.121 2886 2896 2910 rBvV4 38405 137613 3.66% 0.421%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 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-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 32661349
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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\BF082917\

BF098117.D

29 Aug 2017 18:11

SJ/Ju

14988-13

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098117.D

6.50

5.35 6.37

6.89
7.30

4.93

7.39

0
Time-->

-
T T T T T

5.00 7.50

Abundance
3500000

3000000

2500000

2000000

1500000

8.02

1000000

500000

0

TIC: BF098117.D

12.84

10.56

9.77 11.25

9.49

11.481 65

10.20 10.67
A A

L
LI B LI B

111

A
T

i 13396

T
Time--> 8.00

12.50 13.00

13.50

8.50

9.00

L e
9.50 10.00 10.50 11.00 11.50 12.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000
B.73

TIC: BF098117.D

13.88

15.30

16.22 16.77 17.42

A\
LI B S B R B B R B RN S B B S B B B

14.37 14.98 .33 15.74 18.19 19.12

0
Time-->

14.00

18.50 19.00

14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.93 7.63 ng 308831 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (4.928 min): BF098117.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 4.60 4.80 5.00 5.20
o) 7 MBSOV | RS s hSSM I MRS m/z 59.00 55.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DSBS SRR SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 18.55%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
310 IS SSEDESEAE SARRE RR
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.00 16.77%
73.0
o 15.0 50.0 87.0 102.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L L N LB |
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.25%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'V"'w
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\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.50 Concentration Rank 1

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

6.50 84.72 ng 3426980 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 750 (6.498 min): BF098117.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 sa.0 620 6.40 6.60 6.80
- 54.0 . . . .
0.,....,....-I'!...,:!..,:!.'.|,..7.8.,1....,..1.,?1?53.?....,....,'...,.. m/z 68.10 48.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 ISR LR L S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.34%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 620 6.40 6.60 6.80
5000 m/z 66.00 30.32%
39.0 910
270 . 510 650 770 105.0
O T T T T e T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine L
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.60%
97.0
5000 0.0
31.0 52.0
o bl 1., 860 116.0
m/z--> 20 30 40 50 6|0 7'0 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.36 2.34 ng 135291 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 81
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 81
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 81
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 81
Abundance Scan 1747 (12.363 min): BF098117.D (-1742) (-) m/z 74.00 100.00%
74.0
98.0
s000] 431
125.0 264.2 S W W S
il il o || | | ﬂ | 18?'1 h 1200 12.20 1240 12.60
o} R A L e B e RA R e o S m/z 69.00 76 .84%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55.0

5000

T I T T
29.0 12.00 12.20 12.40 12.60

111.0 m/z 55.00 72.12%
137.0 180.0 222.0 264.0 296.0
0 "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
T T T
12.00 12.20 12.40 12.60
5000 670 m/z 98.00 62.25%
29.0
111.0 264.0
138.0 180.0 222.0 206.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

12.00 12.20 12.40 12.60
m/z 84.00 60.54%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.75 ng 245409 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90
5 1-Nonadecene 266 C19H38 018435-45-5 87

Abundance Scan 1979 (13.727 min): BF098117.D (-1976) (-) m/z 57.05 100.00%

0

5000

:

13.40 13.60 13.80 14.00
m/z 83.05 97.13%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

83.0

:

5000 LA L L L L LB L |
13.40 13.60 13.80 14.00
20.0 m/z 43.10 92.98%
o 140.0 182.0 210.0 255.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
R o e R
13.40 13.60 13.80 14.00
5000 111.0 m/z 69.05 87.31%
290 139.0

0 168.0 196.0 238.0 266.0

mmwmmmmﬁwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol A S e
55,0 83.0 13.40 13.60 13.80 14.00

m/z 55.00 83.87%

:

5000

29.0

:

139.0

167.0 196.0 238.0 266.0 294.0
R REREEsEEEE s e
m/z--> 20 40 60 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\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.60 ng 113613 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2321 (15.739 min): BF098117.D (-2317) (-) m/z 57.00 100.00%
57.0
85.0
5000
1 15.40 15.60 15.80 16.00
41. 1169 1 207.0 282.1
ok, ..]p.. "Fﬂ-f o e m/z 71.10 87.92%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR AR UL BSURRN URE
15.40 15. 60 15. 80 16.00
0.0 130 m/z 85.05 61.58%
ol L L | [ 1410169.0197.0225.0253.0 296.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 43.05 60.81%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #94345: Heptadecane LI LI L B LR
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22.78%
5000 85.0
29.0
. VLl M3091410169.0107.0 2400
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 15'40 15. 60 15. 80 16. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.22 5.14 ng 162440 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2403 (16.221 min): BF098117.D (-2396) (-) m/z 57.05 100.00%
5%.0
5000 /\f\-\,,\d~ﬂ~«¢/\nw,ww.wﬁ~“-,~
o 155 1620 1640 1660
141.1 207.0 . . . .
o..-.,.J..‘.I|,.'|...,....,l....,.?8.1'.°,....,....,...., m/z 71.05 83.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 R RN U RGN R
16. oo 16 20 16. 40 16. 60
99.0 m/z 85.05 60.36%
oL Ll M h\\m 4410 1830 2250 267.0 309.0 367.0
m/z--> §o 100 150 200 250 360 3%0 460 !
Abundance
57.0
"' 16,00 16.20 16.40 16.60
5000 m/z 43.05 54 _.03%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> §o 160 1éo 200 250 360 3%0 460 !
Abundance #105884: Octadecane B S RRmEs ma
57.0 16.00 16.20 16.40 16.60
m/z 99.00 21.44Y%
5000
99.0
JLd Ly ] 1410 1830 o540
m/z--> §o 160 1éo 260 2%0 360 3%0 460 ! 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.77 4.75 ng 149907 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvltetracosane 352 C25H52 1000376-72-6 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 2496 (16.768 min): BF098117.D (-2490) (-) m/z 57.05 100.00%
57.0
5000 wWWWMM/\WWWWMWN
99.0 AU PR UL I
141.2 1831 16.40 16.60 16.80 17.00
0! m/z 71.05 84.17%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 DA PR B BUA B
16. 40 16. 60 16 80 17.00
99.0 m/z 85.05 58.18%
0 27,0| LMMWJMWJmozﬁo 281.0  337.0  394.0
m/z--> 50 160 1éo 200 250 360 3%0 '
Abundance
57.0
16.40 16.60 16,80 17.00
5000 m/z 43.10 53.19%
99.0
27.0 1M01%02%D2%M%0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #185534: 2-methyltetracosane A BT o e
57.0 16.40 16.60 16.80 17.00
m/z 55.00 22.17%
5000
99.0
Ozﬂ u‘u\mm1%02m2m0%%
m/z--> 50 100 1éo 260 250 360 3%0 ' 1640 1660 1680 1700 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.
17.42 5.19 ng 163791 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2607 (17.421 min): BF098117.D (-2600) (-) m/z 57.05 100.00%
57.0
" 17.20 17.40 17,60 17.80
0 m/z 71.05 86.97%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LR S B SURRIL I
17,20 17.40 17.60 17.80
99.0 m/z 85.05 63.60%
oL 27.0, ‘ | H | 1410 1830 2250 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
" 17.20 17.40 17,60 17.80
5000 m/z 43.05 56.39%
99.0
27.0 1M01%02%D2%M%0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane RS EmmEs o L
57.0 17.20 17.40 17.60 17.80
m/z 99.00 25.07%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1% 200 250 300 350 ' 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098117.D

Aca On 29 Aug 2017 18:11

Operator : SJ/JU

Sample = 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.19 4.04 ng 127565 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Pentacosane 352 C25H52 000629-99-2 74
Abundance Scan 2738 (18.192 min): BF098117.D (-2731) (-) m/z 57.05 100.00%
57.0
5000 “/\JL“
9.1 LN VRIS AR B B
41.1 281.0 17.80 18.00 18.20 18.40 18.60
0 m/z 71.05 90.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 AR R BRI B
17.80 18.00 18.20 18.40 18.60
99.0 m/z 43.05 63.78%
Jisg \ \\ |l 110 1830 2250 2670 3000 3600
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
17.80 18.00 18.20 18.40 18.60
5000 m/z 85.05 54 .77%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #215181: 2-methyloctacosane R o
57.0 17.80 18.00 18.20 18.40 18.60
m/z 55.00 26.32%
- thvwﬁmﬁwmijﬂ\Mﬂﬂhvf\mvvm¢
99.0
ol | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 5'0 100 150 200 250 300 350 400 ' 17.80 18.00 18.20 18.40 18.60

8270-BF081517.M Wed Aug 30 15:58:57 2017 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082917\
Data File : BF098117.D

Acq On 29 Aug 2017 18:11

Operator : SJ/JU

Sample - 14988-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 .93 7.6 ng 308831 1 6.73 809049 20.0
unknown6 .50 6.50 84.7 ng 3426980 1 6.73 809049 20.0
9-Octadecenoic ac... 12.36 2.3 ng 135291 4 11.25 1156710 20.0
Trifluoroacetic a... 13.73 6.8 ng 245409 5 13.88 726800 20.0
Heneicosane 15.74 3.6 ng 113613 6 15.30 631481 20.0
Hexacosane 16.22 5.1 ng 162440 6 15.30 631481 20.0
Octacosane 16.77 4.8 ng 149907 6 15.30 631481 20.0
2-methyloctacosane 17.42 5.2 ng 163791 6 15.30 631481 20.0
Heptacosane 18.19 4.0 ng 127565 6 15.30 631481 20.0
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