LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071219.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 2.222 16 23 38 rvB 492488 685795 21.62% 2.139%
2 5.504 576 581 585 rBVY 2849532 2925060 92.22% 9.124%
3 6.510 746 752 755 rBVY 2879025 3036142 95.72% 9.470%
4 6.651 771 776 779 rBV 3295400 3102308 97.81% 9.677%
5 6.704 783 785 797 rVB 53232 78644 2.48% 0.245%
6 6.881 811 815 819 rBVY 1329006 1048047 33.04% 3.269%
7 7.039 837 842 845 rBVY 2931641 2569118 81.00% 8.014%
8 7.439 904 910 913 rBVY 1933300 1965726 61.97% 6.132%
9 8.163 1028 1033 1036 rBvV 1497560 1380649 43.53% 4_.307%
10 9.233 1210 1215 1218 rBV 3544179 3171821 100.00% 9.894%
11 9.622 1277 1281 1291 rVB 594296 474791 14.97% 1.481%
12 9.916 1326 1331 1334 rBVY 1488854 1381790 43.56% 4_.310%
13 10.286 1388 1394 1397 rBvV 60480 48072 1.52% 0.150%
14 10.698 1460 1464 1467 rBVY 2179550 1925775 60.72% 6.007%
15 11.398 1578 1583 1585 rBVY 1395290 1340265 42.26% 4.181%
16 11.921 1668 1672 1680 rBvV 402265 382116 12.05% 1.192%
17 12.604 1786 1788 1791 rBV 121272 98664 3.11% 0.308%
18 12.704 1802 1805 1812 rBvV 122749 129961 4_.10% 0.405%
19 12.833 1823 1827 1830 rVB 102421 83199 2.62% 0.260%
20 12.974 1847 1851 1855 rBVY 2805479 2626749 82.82% 8.193%
21 13.915 2006 2011 2024 rVvB4 94195 250874 7.91% 0.783%
22 14.027 2024 2030 2033 rVvV 1039785 977951 30.83% 3.050%
23 14.051 2033 2034 2043 rVB 70365 56745 1.79% 0.177%
24 14.192 2056 2058 2064 rBV 42105 39379 1.24% 0.123%
25 14.498 2105 2110 2114 rBV 106058 105563 3.33% 0.329%
26 14.562 2114 2121 2133 rVV7 50921 152406 4.81% 0.475%
27 14.804 2159 2162 2167 rBV 115591 103766 3.27% 0.324%
28 14.945 2183 2186 2193 rBV5 24636 33722 1.06% 0.105%
29 15.062 2202 2206 2210 rBV 62050 108170 3.41% 0.337%
30 15.145 2215 2220 2223 rBV 165841 192976 6.08% 0.602%
31 15.227 2230 2234 2237 rBv4 22851 43428 1.37% 0.135%
32 15.368 2254 2258 2264 rVB 37006 56049 1.77% 0.175%
33 15.427 2264 2268 2272 rVB 47170 59599 1.88% 0.186%
34 15.492 2274 2279 2282 rBV 698487 840898 26.51% 2.623%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.521 2282 2284 2291 rVB 126937 162608 5.13% 0.507%

36 15.962 2354 2359 2366 rVB 134282 202946 6.40% 0.633%
37 16.462 2439 2444 2451 rBV2 60360 112502 3.55% 0.351%

38 16.951 2523 2527 2539 rVB2 23055 50989 1.61% 0.159%
39 17.062 2542 2546 2552 rVB2 28684 54050 1.70% 0.169%
Sum of corrected areas: 32059313
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115627.D
3500000

6.65
3000000 550 6.51 7.04
2500000
2000000 7.44

1500000 6.88

1000000

5000001 7 \\

OJ\ L 670

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF115627.D
3500000 9|23

3000000 12.97

2500000
10.70

2000000

8.16 9.92

1500000 11.40

1000000

9.62
500000 A 11.92

0 10.29 L 128070.83
—————————————t—— A A A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF115627.D
3500000

3000000

2500000

2000000

1500000
14.03
1000000
15.49

500000

Ol e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.22 13.09 ng 685795 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 23 (2.222 min): BF115627.D (-16) (-) m/z 73.00 100.00%
(<}
5000
43 - g7
37 7 2.20 2.30 2.40 2.50 2.60
Ol ot S e M/Z 43.00  32.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 HUR RN AU AR RARAE RARRE B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 24.95%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 54.95 23.50%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.00 10.96%
5000
45
29
ol 39| 5 67 | 101 4\ .
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF071219.M Tue Jul 23 11:13:53 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1

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

6.65 59.20 ng 3102310 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 776 (6.651 min): BF115627.D (-771) (-) m/z 132.00 100.00%
5000 68
40 | 6 " 640 6.60 6.80 7.00
54 75 104 . : . .
o....,...::'!..4.8,::..?%:~.'.|,..':.,..5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 68.00 40.04%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR S R R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.46%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 26.07%
41 53 97 117
79
0 34 “‘ ‘\ ! 61\“\‘ L]y 89 || 103110 | 124 ||
R B e B R A R AR RERES
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R B EAmma me
132 6.40 6.60 6.80 7.00
m/z 69.00 16.06%
97
5000
70
52
31 44 60 78 gg 105 116
0.”.ﬂ”..“..wk”.}”..“..h..”,.”:,”.w..m,.”.,h.... = P ————
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.70 ng 382116 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 1672 (11.921 min): BF115627.D (-1668) (-) m/z 73.00 100.00%
73
43 90
5000 129
ik 213 UL DA U IR BN
8 115 | 1 g 107171185 109 | op; 256 11.60 11.80 12.00 12.20
o} m/z 60.00 79.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
m/z 43.00 73.68%
7JJ 143157171185199213
0‘

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

Abundance #84453: Tetradecanoic acid
60 78
43 LB L B e e
11.60 11.80 12.00 12.20
5000 129 m/z 56.95 62.37%
29 185 228
‘ T7 01115 143157171 ‘ 199
obr Mol A AL ML R L TEISTIT | 1000 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 54.95 58.11%
5000
29
129
“ T7 115 ‘ 71 214
SN A - o R [ FAOUO | GO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.92 5.13 ng 250874 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 l1-Heneicosanol 312 C21H440 015594-90-8 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Pentadecanol 228 C15H320 000629-76-5 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

Abundance Scan 2012 (13.921 min): BF115627.D (-2006) (-) m/z 83.00 100.00%

5000

13.60 13.80 14.00 14.20
m/z 55.00 90.17%

165 191 208 234

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95980: 1-Hexadecanol

83

:

13!60 13.I80 14.I00 14!20
m/z 69.05 87.99%

5000

o 126 154 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

:

13.60 13.80 14.00 14.20
m/z 97.05  87.97%

5000
o 139 167182 210 238 266 204
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol L
5 83 13.60 13.80 14.00 14.20
m/z 57.00 70.57%
5000
29
o 167182 210 238 264280 308
el It
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .50 2.16 ng 105563 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 98
2 Heptadecane 240 C17H36 000629-78-7 95
3 Triacontane 422 C30H62 000638-68-6 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2110 (14.498 min): BF115627.D (-2105) (-) m/z 57.00 100.00%
57
85
5000
dlﬁ“mgm72m%3 mmmmmmmm
o, ; e I e e o m/z 71.05 78.68%
m/z--> 50 100 150 200 250 300 350 400

Abundance #105886: Octadecane \JL&J/\QJ
57

5000 85 Sl A
14.20 14.40 14.60 14.80

m/z 43.00 61.01%

29
L L L5800 300 a0 20 250
i L B T L
miz--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
R T
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 58.21%
29
o 1] (113 141 169 197 240
——
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T
57 14.20 14.40 14.60 14.80
m/z 55.00 26.13%
5000 85
13 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
e T R R
nm/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Carbonic acid, octadecyl 2,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.12 ng 152406 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 93
2 1-Heptacosanol 396 C27H560 002004-39-9 81
3 n-Nonadecanol-1 284 C19H400 001454-84-8 81
4 17-Pentatriacontene 491 C35H70 006971-40-0 81
5 11-Tricosene 322 C23H46 052078-56-5 81
Abundance Scan 2121 (14.562 min): BF115627.D (-2114) (-) m/z 83.00 100.00%
43
5000
111
139 239 UL DA B B
167 189208 081 14.20 14.40 14.60 14.80
0 L m/z 43.00 90.39%
m/z--> 50 100 150 200 250 300 350
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester

5000 LA L L L L L B
14.20 14.40 14.60 14.80
m/z 57.00 84 .39%
195 224 252
04
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
R R L
14.20 14.40 14.60 14.80
5000 m/z 97.00 81.30%
125
29
ol ‘ ﬂ L h1?3‘181 209 236 264 292 320 350 378
i : —
m/z--> 50 1 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1 R AR EEEEE T
43 83 14.20 14.40 14.60 14.80
m/z 55.00 78.24%
5000
I 111
139
AELRS | B R S i ettt
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.47 ng 103766 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2161 (14.798 min): BF115627.D (-2159) (-) m/z 57.00 100.00%
57
85
5000
U3 165 o o 1440 14160 14180 15,00 1520
U Y I A P m/z 71.05  77.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR DU BN DU BN

14.40 14.60 14.80 15.00 15.20
m/z 43.05  65.45%

29
bk A L0 d07 2o o 208
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
A i
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 53.13%
113
oL 2] [ | 141 169 197 225 253 281 309 337 365 393 422
SRR 1 I B R A S A Lt e e R L LA N B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T T T
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 24 _87%
5000 85
113
o 2, ‘ 11 | /141,169 197 225 267 295 365 393
R L L O R ST
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.14 4_.59 ng 192976 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2219 (15.139 min): BF115627.D (-2215) (-) m/z 57.00 100.00%
g7
85
5000
141 169 207 268 14.80 15.00 15.20 15.40
o...J, l|'U'-. e m/z 71.05  78.28%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LA TR BB B

14.80 15.00 15.20 15.40
m/z 43.00 59.21%

113

oL Th L 1,141 160 107 205 268
-t A T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
 REAREEaRRE R
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 57.62%
113
N BEE 141,169 197 225 267 295 365 393
L L e e e A I o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B BaRmESes e
57 14.80 15.00 15.20 15.40
m/z 55.00 23.15%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
L e L B e B L AL e T S o R R
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 4.83 ng 202946 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2359 (15.962 min): BF115627.D (-2354) (-) m/z 57.05 100.00%
57
85
5000
LN PR SN S
141 183 15.60 15.80 16.00 16.20
0..-.,. ; 1| Lo so 2t 208283 m/z 71.00  79.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AR LR SN BN
15.60 15.80 16.00 16.20
m/z 85.05 59.05%
118 141
oL.20 ‘ | | ;75,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
7
15.60 15.80 16.00 16.20
5000 g5 m/z 43.05 54 .82%
29
oL Ll 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R AR EEEEE T
7 15.60 15.80 16.00 16.20
m/z 55.00 24 .35%
5000 85
113
. 29 ‘j | 77,141 169 197 225 267 295 365 393
m/z--> 50 100 1éo 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115627.D

Aca On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 12 Nonadecane, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.68 ng 112502 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2444 (16.462 min): BF115627.D (-2439) (-) m/z 57.00 100.00%
57
L g 1 o - "16120 1640 16160 1630
(o} m/z 71.10 74.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129502: Nonadecane, 9-methyl-
57
5000 4 L SRR BN SULILN I
16,20 16.40 16.60 16.80
168 m/z 85.00 54_.78%
o 183 211 238 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
o 16.20 16.40 16.60 16.80
5000 m/z 43.00 53.87%
4
113
0 ‘ L [ e 160 197 225 253268 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #129490: Eicosane L  RRRRs Bam s
57 16.20 16.40 16.60 16.80
m/z 55.00 22.18%
85
5000
113
o ‘ ‘\‘ [ 17 225 253 282
m/z--> 25 Jo 60 80 100 120 140 1éo 1éo 200 220 240 260 280 300 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO71719\
Data File : BF115627.D

Acq On 17 Jul 2019 17:36

Operator : HP/JU

Sample - K3835-27

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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]
Butane, 2-methoxy... 2.22 13.1 ng 685795 1 6.88 1048050 20.0
unknown6 .65 6.65 59.2 ng 3102310 1 6.88 1048050 20.0
n-Hexadecanoic acid 11.92 5.7 ng 382116 4 11.40 1340270 20.0
1-Hexadecanol 13.92 5.1 ng 250874 5 14.03 977951 20.0
Octadecane 14.50 2.2 ng 105563 5 14.03 977951 20.0
Carbonic acid, oc... 14.56 3.1 ng 152406 5 14.03 977951 20.0
Heneicosane 14.80 2.5 ng 103766 6 15.49 840898 20.0
Nonadecane 15.14 4.6 ng 192976 6 15.49 840898 20.0
Triacontane 15.96 4.8 ng 202946 6 15.49 840898 20.0
Nonadecane, 9-met... 16.46 2.7 ng 112502 6 15.49 840898 20.0
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