LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG030419.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 3.208 15 20 29 rBv 78503 153058 4.71% 0.792%
2 3.284 29 33 43 rVB 52323 84027 2.59% 0.435%
3 5.699 437 444 458 rVB 831440 1314645 40.45% 6.805%
4 7.302 708 717 728 rBV 873053 1539404 47.36% 7.968%
5 7.684 774 782 790 rBV 797464 1404713 43.22% 7.271%
6 8.154 855 862 872 rVB 156710 265862 8.18% 1.376%
7 8.477 909 917 926 rBV 548967 940614 28.94% 4 .869%
8 9.329 1053 1062 1072 rBV 496317 902241 27.76% 4_.670%
9 10.974 1334 1342 1350 rBV 213587 387986 11.94% 2.008%
10 13.400 1747 1755 1765 rBVY 1225021 1919864 59.07% 9.938%

11 14.223 1889 1895 1902 rBV 95585 138889 4.27% 0.719%
12 14.781 1983 1990 2000 rBvV2 375208 611168 18.80% 3.164%
13 16.267 2236 2243 2258 rBV 1247490 1880814 57.87% 9.736%
14 17.524 2450 2457 2468 rVB 546499 820512 25.24% 4.247%
15 18.376 2597 2602 2612 rBV 125553 213943 6.58% 1.107%

16 19.639 2813 2817 2829 rBV 46676 95689 2.94% 0.495%
17 20.120 2892 2899 2906 rBV 2356578 3250225 100.00% 16.824%
18 21.401 3111 3117 3132 rBV 149863 334280 10.28% 1.730%
19 21.812 3180 3187 3195 rVvB2 576920 964362 29.67% 4.992%
20 21.959 3206 3212 3217 rVB 47614 68607 2.11% 0.355%

21 22.582 3312 3318 3325 rBV2 83548 134765 4._.15% 0.698%
22 23.298 3433 3440 3449 rBvV 110235 200053 6.16% 1.036%
23 24.139 3575 3583 3591 rBV2 104283 230069 7.08% 1.191%
24 25.125 3741 3751 3754 rBV2 98593 238888 7.35% 1.237%
25 25.178 3754 3760 3775 rVB2 295442 898502 27.64% 4.651%

26 26.312 3943 3953 3963 rVB3 58785 182199 5.61% 0.943%
27 27.716 4183 4192 4205 rBV5 31401 110460 3.40% 0.572%
28 29.431 4480 4484 4497 rVB5 10042 32861 1.01% 0.170%

Sum of corrected areas: 19318700
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419.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: BG039845.D
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Abundance TIC: BG039845.D
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2000000

1500000
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Abundance TIC: BG039845.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.28 6.32 ng 84027 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 33
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 32 (3.279 min): BG039845.D (-29) (-) m/z 73.20 100.00%
7B
5000
43 55 a7
39 3.203.30 3.403.50 3.60 3.70
36 50 | 59
W”“PMP”W”W“W””W”Ph¢”WMW””W”P”W”W“”W“P”W“Wm m/z  43.15 36.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \»\\j\uwm
73
5000 LA AR AR AR AN AR AR
43 3.203.30 3.403.50 3.60 3.70
55 87 m/z 55.15 30.06%
2933 39 | 46 50 | 59 69|
mz-> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 30 35 30 98
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
55 3.20 3.30 3.40 3.50 3.60 3.70
5000 43 m/z 87.25  27.44%
27 39
15 i 51 |, 69 |, .81
miz> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 5
Abundance #1877: Acetamide, N-ethyl-
30 3.203.30 3.403.50 3.60 3.70
m/z 45.25 12.16%
5000 43 87
15 72
18 27 39.//46 5154 59 68 |
m/z--> 5 10 15 20 25 30 35 4'0 45 50 55 6|O 65 70 75 80 85 9'0 95 3.203.303.403.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 3 unknown7.68 Concentration Rank 1

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

7.68 105.67 ng 1404710 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 781 (7.678 min): BG039845.D (-774) (-) m/z 132.15 100.00%
5000 68
20 54 || o 9|6 o6 740 7.60 7.80 8.00
AN . A NN m/z 68.15 44.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 A
7.40 7.60 7.80 8.00
104 m/z 134.15 32.14%
1 27 30 51 P 7T g 115 h
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
740 7.60 7.80 8.00
5000 m/z 66.15 30.77%
33 44 o 105
...,...‘.,.‘.‘..6,9..‘..5,0....‘,.“.1.1.5,.. I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e EAREEmEET L
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 17.76%
5000 98 116
e el rmhl‘ﬁll 158 ..,.1??. A CRNRNNNY A VAN —
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 7
R.T. EstConc Area Relative to ISTD R.T.
18.38 5.21 ng 213943 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2603 (18.382 min): BG039845.D (-2597) (-) m/z 60.15 100.00%
6o 73
5000 129 j\\ﬁhm&l*
o7 213
JJ 115 143157171185199 o7 256 18.00 18.20 18.40 18.60

Wl m/z 73.10 93.08%

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 RS aa TR e
18. 00 18 20 18. 40 18.60

m/z 43.20 92.20%
213
Ju 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 7B
43
18.00 18.20 18.40 18.60
5000 129 m/z 57.15 79.04%
29 185 228
115
1 143 127171 ‘
T N MLl B o - 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73 18.00 18.20 18.40 18.60
m/z 55.15 68.98%
43
5000
129
29 ‘ 115 11 214
185
15,.\.‘..,\.‘..”.” M 2 | Mg |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.64 2.33 ng 95689 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 52
4 Lactose 342 C12H22011 000063-42-3 52
5 Nonanoic acid 158 C9H1802 000112-05-0 30
Abundance Scan 2817 (19.639 min): BG039845.D (-2813) (-) m/z 60.15 100.00%
43 60
5000 83 129
185 241
199513227 19.40 19.60 19.80 20.00
m/z 43.15 97 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 78
5000 129 USRS BN SRR BN
19.40 19.60 19.80 20.00
185 241 m/z 73.15 97 .11%
1JJ 1431717 | 207 297 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78
43 " 10140 19.60 19.80 20.00
5000 m/z 55.15 89 .59%
129
29 185 228
01115 | 143,171
IIIII‘I‘III‘I\IIwIn ”T ]TH\ H\ ”:‘::l‘:::!-|57|||| |‘||2| 9”' e S EBARRARE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid R A REE B
60 19.40 19.60 19.80 20.00
m/z 57.15 80.58%
5000 41
129
i s
172
...,.‘:..‘,‘.‘..M ‘ L H 1H91\H ..‘..1?:.3%.57.&. S — el U A SRS b ke
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.40 6.93 ng 334280 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 3117 (21.401 min): BG039845.D (-3111) (-) m/z 57.20 100.00%
57
83
5000
111 SRR .~ VO
139 21.00 21.20 21.40 21.60 21.80
| .I.',J-.l.-.,..1.82.,.2.21..,..25.‘1.,....,....,.... m/z 43.20 84.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000
111 21.00 21.20 21.40 21.60 21.80
29 m/z 55.15 78 .46%
LI L1?9 199 210 238 283 434
m/z--> éo 150 200 250 300 350 400
Abundance #185169. Heptadecyl trifluoroacetate
57

o7 21.00 21.20 21.40 21.60 21.80
5000 m/z 83.20 57 .35%
29

125
J ‘ ,154 182 210 238 283 334
,,,,,,,,
m/z--> 50 100 150 200 250 300 350 400
Abundance : ioni i =

P

#206447: Pentafluoropropionic acid, hexadecyl ester I R RN A

57 mmmmmmmmmm
97 m/z 69.25 52.79%
5000
125
29

L \h “154 196 224 269 370
e ..,. o S e B R A
m/z--> 50 100 150 mo 250 300 350 400 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.58 2.79 ng 134765 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3318 (22.582 min): BG039845.D (-3312) (-) m/z 57.15 100.00%
57
5000 85
113 449 22.20 22.40 22.60 22.80
—— ,I. LA, 188 210 239 281 s\ Tnsz 43.20 57.19%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 22.20 22.40 22.60 22.80
29 m/z 71.25 51.21%
| j || 113 141 169 197 225 253 282
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
22,20 22.40 22.60 22.80
5000 85 m/z 85.25 41 .07%
29 i | (M 141 169 107 205 253 295 323 367
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance #209566: Octacosane R A RARERETE S
57 22.20 22.40 22.60 22.80
m/z 55.15 21.61%
5000 85
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo ' 22.20 22.40 22.60 22.80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.30 4.15 ng 200053 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3440 (23.298 min): BG039845.D (-3433) (-) m/z 57.20 100.00%

57
5000 85

113
1 183 210 239 267 23. 00 23. 20 23. 40 23. 60

..?4,.1.-'lﬁ.ns,. 10 239 267 . m/z 43.25 57.46%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000 (L I e
23. 00 23. 20 23. 40 23. 60

m/z 71.20 50.09%

29 113
‘ j y “ 1,141,169 197 225 253 295 323 367
e . L e A e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
23. 00 23. 20 23. 40 23.60
5000 85 m/z 85.25 41.39%
2 13 1
RN n 141 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane N R e e
57 23. 00 23. 20 23. 40 23. 60

m/z 55.20 23.16%

85
5000
29 113
DLl T4 169 107 225 253 296

m/z--> 50 100 150 200 250 300 350 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .14 5.12 ng 230069 Perylene-d12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3583 (24.139 min): BG039845.D (-3575) (-) m/z 57.20 100.00%

g7
5000 85

e
LSS NI LML NL AL L B B I

113 23.80 24.00 24.20 24.40

141 169 197 225 267
I-I.l.1.“,.-'.4.“'....,.... e m/z 43.20 59.40%
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane
57
5000 85
23.80 24.00 24.20 24.40
m/z 71.25 51.85%
29 113 14
Db 17,141 169 197 225 253 205 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
e e
23.80 24.00 24.20 24.40
5000 g5 m/z 85.25 40.23%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane PP TP
57 23.80 24.00 24.20 24.40
m/z 55.15 20.67%
5000 85
29

| ] | (M8 141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.13 5.32 ng 238888 Perylene-d12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 81
5 2-methyloctacosane 408 C29H60 1000376-72-8 81
Abundance Scan 3752 (25.131 min): BG039845.D (-3741) (-) m/z 57.25 100.00%
57
5000 85
264
T T
113 24.80 25.00 25.20 25.40
132 155
e L R AR5 188 c08225 283 sy 71.20  54.09%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #129492: Eicosane
57
5000
85 24.80 25.00 25.20 25.40
29 m/z 43.20 53.99%
Tl ) 18 141 160 197 225 253 282
m/z--> 2'0 4'0 6|O 8|0 1c')o 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #141426: Heneicosane
57
85 24.80 25.00 25.20 25.40
5000 m/z 85.25 41.41%
29 113
UL 14 169 197 225 253 296
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #175557: Tetracosane
57 24.80 25.00 25.20 25.40
m/z 264.25 28.52%
5000 85
29 113
‘\ I |70 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 320 340 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown26.31 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.31 4.06 ng 182199 Perylene-di12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3953 (26.312 min): BG039845.D (-3943) (-) m/z 57.25 100.00%
57
L 00 200 250 o 26100 2620 2640 2660
S 0 e e B C R SO — m/z 43.20 55.76%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 USRS UARUARRE!
85 26. oo 26 20 26. 40 26.60
29 m/z 71.25 53.96%
| j L 11}3‘141 169 197 225 253 282
m/z--> 50 100 1%0 260 2éo 300 3éo
Abundance #194494: Hexacosane
57
26.00 26.20 26.40 26.60
5000 g5 m/z 85.25 40.86%
113
29 ], | |7 241,169 107 225 253 295 366
m/z--> 50 160 1%0 260 250 360 3éo
Abundance #209566: Octacosane
57 26.00 26.20 26.40 26.60
m/z 55.20 24 .93%
5000 85
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039845.D

Aca On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample : K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 13 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.72 2.46 ng 110460 Perylene-d12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Tritetracontane 605 C43H88 007098-21-7 83
Abundance Scan 4193 (27.722 min): BG039845.D (-4183) (-) m/z 57.20 100.00%
57
5000 85
141 183 209 27.40 27.60 27.80 28.00
281 36 M m/z 43.15  75.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 R DA BRI NN B
27.40 27.60 27.80 28.00
113 m/z 71.15 54 _.23%
I |7y k48,169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 350 460 !
Abundance #194494: Hexacosane
57
27.40 27.60 27.80 28.00
5000 g5 m/z 85.20 45_.10%
29 13 9m
9 | || |7/ 341 169 107 225 253 205 366
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #232379: Tetracosane, 11-decyl-
57 27.40 27.60 27.80 28.00
m/z 55.15 23.96%
5000 85
113
J J |7y J141 169 197 225 253 295 337 354 393 420
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 27.40 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO031119\
Data File : BG039845.D

Acq On : 11 Mar 2019 17:11

Operator : JU/SJ

Sample - K1807-33

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.28 6.3 ng 84027 1 8.15 265862 20.0
unknown7 .68 7.68 105.7 ng 1404710 1 8.15 265862 20.0
n-Hexadecanoic acid 18.38 5.2 ng 213943 4 17.52 820512 20.0
Octadecanoic acid 19.64 2.3 ng 95689 4 17.52 820512 20.0
Heptadecyl heptaf... 21.40 6.9 ng 334280 5 21.81 964362 20.0
Eicosane 22 .58 2.8 ng 134765 5 21.81 964362 20.0
Hexacosane 23.30 4.2 ng 200053 5 21.81 964362 20.0
Octacosane 24 .14 5.1 ng 230069 6 25.18 898502 20.0
Heneicosane 25.13 5.3 ng 238888 6 25.18 898502 20.0
unknown26 .31 26.31 4.1 ng 182199 6 25.18 898502 20.0
Hentriacontane 27.72 2.5 ng 110460 6 25.18 898502 20.0
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