LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

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-BF071317.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 2.351 73 79 94 rvVB 154389 252713 7.70% 0.924%
2 2.751 144 147 158 rBvV2 15955 49344 1.50% 0.180%
3 4.675 470 474 489 rVB 230807 385898 11.76% 1.411%
4 5.122 546 550 562 rBY 2861830 3281887 100.00% 12.000%
5 6.181 725 730 733 rBVY 2842644 3132518 95.45% 11.454%
6 6.287 744 748 752 rBVY 2769081 2912907 88.76% 10.651%
7 6.510 783 786 792 rBV 744988 672330 20.49% 2.458%
8 6.669 809 813 817 rBVY 2346284 2206400 67.23% 8.067%
9 7.081 878 883 886 rBY 1940122 1968266 59.97% 7.197%
10 7.792 1000 1004 1008 rBV 1011239 956542 29.15% 3.497%

11 8.875 1183 1188 1191 rBV 2953581 2941142 89.62% 10.754%
12 9.269 1251 1255 1259 rBV 376508 315538 9.61% 1.154%
13 9.539 1297 1301 1305 rBV 1144505 998749 30.43% 3.652%
14 9.992 1376 1378 1381 rVB 50738 43379 1.32% 0.159%
15 10.327 1431 1435 1446 rVB 1713814 1697029 51.71% 6.205%

16 10.463 1455 1458 1464 rBV 84450 89870 2.74% 0.329%
17 10.910 1529 1534 1537 rBV2 44793 40711 1.24% 0.149%
18 11.016 1547 1552 1555 rBV 1035565 920436 28.05% 3.365%
19 11.569 1643 1646 1653 rBV2 80458 84973 2.59% 0.311%

20 12.598 1816 1821 1825 rBV 1983085 2115708 64.47% 7.736%

21 13.510 1971 1976 1985 rBV 102024 150491 4_59% 0.550%
22 13.639 1993 1998 2005 rBV 674787 684020 20.84% 2.501%

23 13.951 2048 2051 2057 rVB 49676 47061 1.43% 0.172%
24 14.551 2150 2153 2157 rBV2 53244 52818 1.61% 0.193%
25 14.721 2178 2182 2185 rBV 45272 45668 1.39% 0.167%
26 14.986 2223 2227 2233 rBV 476009 563889 17.18% 2.062%
27 15.039 2233 2236 2241 rVB 47651 59408 1.81% 0.217%
28 15.209 2261 2265 2271 rVB2 52384 72911 2.22% 0.267%

29 15.404 2294 2298 2303 rBV 73989 107608 3.28% 0.393%
30 15.821 2364 2369 2376 rBV 66913 120773 3.68% 0.442%

31 16.056 2405 2409 2416 rBV7 29024 51181 1.56% 0.187%
32 16.309 2446 2452 2461 rBV2 63018 122756 3.74% 0.449%
33 16.880 2544 2549 2556 rVB2 46624 98532 3.00% 0.360%
34 17.551 2657 2663 2664 rBV3 28993 45259 1.38% 0.165%

8270-BF071317.M Tue Jul 25 15:47:53 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.362 2789 2801 2803 rBV6 23756 60817 1.85% 0.222%

Sum of corrected areas: 27349532
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097010.D
512 6,1829

2500000 6.67

2000000 7.08
1500000
1000000

6.51

500000

2.35 4.67
2.75

ot L S L e ——

T T
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: BF097010.D
8|87

2500000

2000000 12.60

10.33

1500000
9.54

7 11.02
1000000 79

500000 9.27

9.99 J 10.46 10.9 11.57 13/.\5_1}

- A
LI S

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: BF097010.D

2500000

2000000

1500000

1000000

.64

500000 14.99

13.95 14.584.72 15.025.215.40 15.8216.06 1631 16.88 17.55 18.36
O R I e e e B I A e i B B A e e e B e R

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\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 4

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

2.35 7.52 ng 252713 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 36
3 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 33
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 10

Abundance Scan 79 (2.351 min): BF097010.D (-73) (-) m/z 43.00 100.00%
43.0
5000
101.1
|osmo 200 220 240 260
el L 880 Tm/z 101.10  33.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 NS SR R
2.00 2.20 2.40 2.60
0.0 72.0 m/z 42.05 20.50%
150 290 H‘ | 86.0 115.0
miz--> P S T R
Abundance
43.0
2.00 2.20 2.40 2.60
5000 m/z 41.05 15.83%
101.0
15.0 58.0
28.0 69.0  84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4262: 1,3-Dioxane, 4-methyl-
43.0 2.00 2.20 2.40 2.60
m/z 72.10 12.06%
2.0 72.0
5000 31.0 ' 101.0
87.0
150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 200 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.67 11.48 ng 385898 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 473 (4.669 min): BF097010.D (-470) (-) m/z 43.00 100.00%
43.0
5000 590
101.1 DA SAR SARRE SN
4.40 4.60 4.80 5.00
Ol et bl BEOL 881 ] "m/z 59.00 51.17%
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 L UL
59.0 440 460 4.80 5.00
m/z 101.10 13.76%
e 880 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 58.00 13.69%
410 101.0
15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A mm maa
59.0 4.40 4.60 4.80 5.00
m/z 41.10 8.49%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 3 unknown6.29 Concentration Rank 1

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

6.29 86.65 ng 2912910 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.292 min): BF097010.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 B o J "Sh0 6% om0 ok0
s m/z 68.10 37.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 USSR L
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 33.45%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 6.40 6.60
5000 m/z 66.00 24 . 75%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R N REmEsmae
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 14 .90%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| I EEE AR
m/z--> 20 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\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.51 4.40 ng 150491 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1976 (13.510 min): BF097010.D (-1971) (-) m/z 57.10 100.00%
57.1
83.0
5000 111
RN IR BN B
13.20 13.40 13.60 13.80
S 139.0 208.0 m/z 43.00 84.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
550 83.0
5000 RN IR BN SR
13.20 13.40 13.60 13.80
29.0 m/z 55.05 79.67%
' 139.0
Ll 167.0 196.0  238.0266.0 294.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
91.0 13.20 1340 13.60 13.80
5000 m/z 83.05 68.69%
29.0 125.0
154.0 182.0 210.0 238.0  283.0 334.0
WWTWWWWWWWWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane o A T
13.20 13.40 13.60 13.80
m/z 97.05 56.91%
B \(Ml\/\w
196.0224.0  269.0 320.0 . J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ﬁmﬁmm@m@ !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.04 2.11 ng 59408 Perylene-d12 14 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2236 (15.039 min): BF097010.D (-2233) (-) m/z 57.10 100.00%
57.1
5000
991 480 15,0 1590 1540
141.1 177.0 2211 281.0 : : : :
....p.Ld.4-|"-u- e s — m/z 43.10 63.88%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LRI UL B BN
mmmmmmmm
99.0 m/z 71.05 62.24%
270, | | ) | 1410 1830 2250 26602060
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance
57.0
" 14.80 15.00 15.20 15.40
5000 m/z 85.05 41 .59%
99.0
27.0 1M0mw2%0 281.0  337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #194494: Hexacosane
57.0 14.80 15.00 15.20 15.40
m/z 41.00 20.68%
5000
99.0
27.0) | o | | | 11O 1830 225.0 267.0 309.0 366.0
m/z--> 50 160 150 200 250 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.59 ng 72911 Perylene-d12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 72
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
3 Octadecanal 268 C18H360 000638-66-4 62
4 15-Octadecenal 266 C18H340 056554-93-9 62
5 Hexadecanal 240 C16H320 000629-80-1 58
Abundance Scan 2265 (15.209 min): BF097010.D (-2261) (-) m/z 57.05 100.00%
571.0
82.0
5000

14.80 15.00 15.20 15.40 15.60
m/z 43.10 68.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
43.0

14.80 15.00 15.20 15.40 15.60
109.0 m/z 82.00 63.53%

1380 41660 2080  250.0

5000

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

43.0 82.0

14.80 15.00 15.20 15.40 15.60
5000 m/z 55.00 62.51%

110.0
1380 1660 1940  236.0 264.0
WWTWWWWW
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal A B o
14.80 15.00 15.20 15.40 15.60
m/z 97.10 49 _.30%

5000

109.0
137.0 1660 194.0 2220 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.82 ng 107608 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 86
3 Docosane 310 C22H46 000629-97-0 86
4 Undecane. 2.9-dimethvyl- 184 C13H28 017301-26-7 72
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 2297 (15.398 min): BF097010.D (-2294) (-) m/z 57.00 100.00%
57.0
5000
85.0
| 1113 0111 190 i 16100 15,20 15,40 1560 15,60
S0 Yt .= SN m/z 43.05 51.73%
m/z--> 50 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 UREUIR BRRRLRR BRI B B
85.0 mmmmmmmmmm
29.0 m/z 71.05 51.28%
‘th}B%MMwMWM%mmM&o
m/z--> 160 1éo 260 2éo 360 3éo
Abundance
57.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 85.05 32.81%
85.0
29.0 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #153222: Docosane
57.0 15.00 15.20 15.40 15.60 15.80
m/z 55.00 23.30%
5000 85.0
290/ | | 1130141.0169.0197.0225.0253.0281,0310.0
m/z--> 50 1(')0 1&'30 2(')0 25'30 300 3&'30 15. oo 15. 20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.82 4.28 ng 120773 Perylene-d12 14 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2369 (15.821 min): BF097010.D (-2364) (-) m/z 57.05 100.00%

5000

15.60 15.80 16.00 16.20
m/z 43.05 60.54%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0

5000 LI L e e
‘130
I

15,60 15.80 16.00 16.20
m/z 71.05 50.86%
h‘ | 77777 ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
.”.,.” T T T T T T T T T

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

57.0

15.60 15.80 16.00 16.20
5000 m/z 85.05 37.43%

113.0
169.0 2250 2950 3660

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane

57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.56%

5000

13.0
‘ | 169.0 2250 2810 3520

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 Hentriacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.31  4.35 ng 122756 perylene-d12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 90

2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S

1000309-18-1 90

3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2452 (16.309 min): BF097010.D (-2446) (-) m/z 57.05 100.00%
57.0
5000
AL
l | 1412 1910 16.00 16.20 16.40 16.60
L '11'“““"w.:,:...,....,....,....,...., m/z 43.00 60.22%
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 ||||||||||||||||||
16. oo 16. 20 16. 40 16 60
m/z 71.10 57.27%
| H | 1410 1830 225.0 267.0 309.0 351.0 437.0
...,.. T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
e
16.00 16.20 16.40 16.60
5000 m/z 85.00 37.76%
97.0
139.0  197.0231 9
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0 16.00 16.20 16.40 16.60
m/z 41.05 21.86%
5000
99.0
L L | | 1410 1830 2250 267.0 309.0 3660
T T e R R
m/z--> 50 100 150 200 250 300 350 400 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 11 Tetrapentacontane, 1,54-dib... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.88 3.49ng 98532  Perylene-di2 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Eicosane 282 C20H42 000112-95-8 96

2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2549 (16.880 min): BF097010.D (-2544) (-) m/z 57.05 100.00%
57.0
J f? 1 s0g0 2611 1660 1680 17,00 1720
— -t m/z 71.00 59.42%
m/z--> 0 200 300 400 500 600 700 800
Abundance #129490: Eicosane
57.0
5000 L LI B BRI UL
16 60 16 80 17. 00 17. 20
m/z 43.10 53.02%
1 J ‘\t \‘ d | ;970 2820
m/z--> 6 200 360 460 560 660 700 860
Abundance
57.0
' 16.60 16.80 17.00 17.20
5000 m/z 85.10 46 .35%
12701970 296.0
m/z--> 6 160 200 300 400 560 660 700 860
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57.0 16.60 16.80 17.00 17.20
m/z 55.00 32.41%
5000
F&o
L)y, 197.0267.0337.0 415.0 499.0569.0 670.0 755.0 835.0

m/z--> 0 100 200 300 400 500 600 700 800

16 60 16 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097010.D

Aca On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample : 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.16 ng 60817 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 64
2 2-methvloctacosane 408 C29H60 1000376-72-8 64
3 Docosane 310 C22H46 000629-97-0 59
4 Octacosane 394 C28H58 000630-02-4 59
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 53
Abundance Scan 2801 (18.362 min): BF097010.D (-2789) (-) m/z 57.10 100.00%
57.1
5000
m2 00 200 1500 1820 1540 1860
I m/z 71.05 56.22%
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0
5000 U AR SRR SRS
18.00 18.20 18.40 18.60
m/z 85.10 48.15%
L\ L W A d 1410 181 0211 ©
m/z--> 50 100 1%0 200 250 300 350
Abundance
57.0
18.00 18.20 18.40 18.60
5000 m/z 43.05 47 .40%
99.0
28.0 141.0 183.0 2250 267.0 309.0  365.0394.0
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane L Ba e
57.0 18.00 18.20 18.40 18.60
m/z 41.00 17.80%
5000
99.0
270 | 4 | | 1410 1830 2250 2670 3100
m/z--> 50 100 150 200 250 300 350 ' 18.00 18.20 18140 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF072417\
Data File : BF097010.D

Acq On : 25 Jul 2017 2:49

Operator : SJ/JU

Sample - 14361-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
1,3-Dioxolane, 2,... 2.35 7.5 ng 252713 1 6.52 672330 20.0
2-Pentanone, 4-hy... 4.67 11.5 ng 385898 1 6.52 672330 20.0
unknown6 .29 6.29 86.7 ng 2912910 1 6.52 672330 20.0
1-Heneicosanol 13.51 4.4 ng 150491 5 13.64 684020 20.0
Heneicosane 15.04 2.1 ng 59408 6 14.99 563889 20.0
Oxirane, hexadecyl- 15.21 2.6 ng 72911 6 14.99 563889 20.0
Eicosane 15.40 3.8 ng 107608 6 14.99 563889 20.0
Tetratetracontane 15.82 4.3 ng 120773 6 14.99 563889 20.0
Hentriacontane 16.31 4.3 ng 122756 6 14.99 563889 20.0
Tetrapentacontane... 16.88 3.5 ng 98532 6 14.99 563889 20.0
Tridecanol, 2-eth... 18.36 2.2 ng 60817 6 14.99 563889 20.0
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