LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\
Data File : BG045566.D
Aca On 1 Jun 2020 21:57 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22Ie - L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 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-BG051520.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 5.544 411 418 433 rBV 793837 1351433 40.41% 4.964%
2 7.154 683 692 705 rBV 876955 1562949 46.73% 5.741%
3 7.953 821 828 836 rBV 282985 485978 14.53% 1.785%
4 8.276 875 883 892 rBV 778964 1392306 41.63% 5.114%
5 9.116 1018 1026 1037 rBV 582571 1084329 32.42% 3.983%
6 10.761 1297 1306 1322 rBV 365655 704175 21.06% 2.586%
7 13.216 1716 1724 1740 rBV 1658037 2697733 80.67% 9.909%
8 13.839 1822 1830 1836 rBV3 50299 81677 2.44% 0.300%
9 14.044 1859 1865 1871 rBV 243934 364711 10.91% 1.340%
10 14.444 1922 1933 1939 rBvV3 81951 127686 3.82% 0.469%
11 14.514 1939 1945 1949 rVvB4 22831 34475 1.03% 0.127%

12 14.597 1949 1959 1966 rBV 631177 1026768 30.70% 3.771%
13 16.089 2206 2213 2223 rBV 1268678 1990015 59.50% 7.309%
14 16.747 2319 2325 2330 rBV7 24812 55274 1.65% 0.203%
15 17.346 2417 2427 2431 rBV 706739 1100178 32.90% 4.041%

16 17.387 2431 2434 2440 rVB 115922 171889 5.14% 0.631%

17 17.722 2487 2491 2494 rBV5 28968 43833 1.31% 0.161%
18 17.874 2514 2517 2522 rVB6 21963 35450 1.06% 0.130%
19 18.192 2567 2571 2574 rBV6 30773 41428 1.24% 0.152%
20 18.250 2578 2581 2589 rVB4 61818 126485 3.78% 0.465%
21 18.415 2605 2609 2614 rBV3 35124 65323 1.95% 0.240%
22 18.761 2664 2668 2675 rVB9 19051 40695 1.22% 0.149%
23 19.267 2749 2754 2760 rBV6 37902 82281 2.46% 0.302%

24 19.343 2762 2767 2772 rVV 344833 489315 14.63% 1.797%
25 19.396 2772 2776 2783 rVB 328066 476952 14.26% 1.752%

26 19.760 2829 2838 2845 rBV 300921 522393 15.62% 1.919%
27 19.960 2866 2872 2878 rBV 2497619 3344358 100.00% 12.284%
28 20.248 2917 2921 2927 rVB3 60491 123728 3.70% 0.454%
29 20.600 2978 2981 2985 rBV5 49959 66094 1.98% 0.243%
30 21.258 3090 3093 3101 rVB4 221812 372747 11.15% 1.369%

31 21.605 3144 3152 3157 rBV2 675205 1342057 40.13% 4._.929%
32 21.652 3157 3160 3168 rVB 132405 208961 6.25% 0.768%
33 21.799 3183 3185 3192 rVB7 51482 86954 2.60% 0.319%
34 22.415 3285 3290 3298 rVB5 130672 314283 9.40% 1.154%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

3?22'6 i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.420 3455 3461 3468 rVB2 260945 512383 15.32% 1.882%

36 23.761 3513 3519 3526 rBV 103838 289914 8.67% 1.065%
37 23.872 3533 3538 3542 rBV2 136522 234522 7.01% 0.861%
38 23.925 3542 3547 3558 rVB3 397225 931810 27.86% 3.423%
39 24.747 3679 3687 3698 rBV 372048 1118425 33.44% 4.108%
40 25.300 3774 3781 3789 rVB4 146222 392929 11.75% 1.443%

41 25.899 3874 3883 3894 rVB2 410328 1215423 36.34% 4._.464%
42 26.016 3897 3903 3916 rVB3 161876 514822 15.39% 1.891%

Sum of corrected areas: 27225141
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG051520.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG045566.D

7.15

5.54 8.28

705 10.76

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00

T T T T T T
9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG045566.D
19.96

13.22

16.09

21.60

14.60 17.35

.65 22.42
1.80

14.04
13.8.

20.2520.60

%,

16.75

05
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG045566.D

25.90
6.02

24.75
25.30

23.93
23.42

23387

0

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 1H-Cycloprop[e]azulene, la,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14._.44 2.49 ng 127686 Acenaphthene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. la.2.3.4... 204 C15H24 000489-40-7 95
2 Bicvclol4.4.01dec-1-ene. 2-isopr... 204 C15H24 150320-52-8 83
3 .aamma.-Muurolene 204 C15H24 030021-74-0 83
4 cis-muurola-3.5-diene 204 C15H24 1000365-95-4 83
5 Cyclohexene, 6-ethenyl-6-methyl-._. 204 C15H24 005951-67-7 83
Abundance Scan 1932 (14.438 min): BG045566.D (-1922) (-) m/z 161.05 100.00%
81 105 161 204
119 189
5000
4 57 133147
| 175 281 14.20 14.40 14.60 14.80
o ll Al Y Tm/z 105.05  89.43%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64574: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
161 204
189
41 105
119
5000 o1
55 133,47 14.20 14.40 14.60 14.80
2 " m/z 81.05 87.13%
175
0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
161
14.20 14.40 14.60 14.80
5000 m/z 204.15 84 .96%
105
41 81 119 204
o | T 133147
0 175189
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64338: .gamma.-Muurolene
161 14.20 14.40 14.60 14.80

m/z 91.05 74 .10%

5000
204

175189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl8.25 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.30 ng 126485 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 37
2 Tridecanoic acid 214 C13H2602 000638-53-9 35
3 Trehalose 342 C12H22011 000099-20-7 32
4 Octadecanoic acid 284 C18H3602 000057-11-4 32
5 Pentadecanoic acid 242 C15H3002 001002-84-2 25
Abundance Scan 2581 (18.250 min): BG045566.D (-2578) (-) m/z 73.05 100.00%
5000
281 18.00 18.20 18.40 18.60
o 30 %" w/z 60.05 45.92%
m/z--> 50 100 150 200 250 300 350
Abundance #61121: Dodecanoic acid
73
43
5000
129 200 18.00 18.20 18.40 18.60
‘ ‘1m. ‘ 157 m/z 43.05 45 .03%
0 .1.8“. U\Iu“u‘l‘ M H\‘ \ | \l\\ - |\1|81| —————
m/z--> 50 oo 150 200 250 300 350
Abundance
a3 73
18.|00 18.|20 18.I40 18.|60
5000 m/z 41.05 42 .67%
129
97 171 214
0 152 195
m/z--> 55 160 150 200 2%0 300 3éo
Abundance #177856: Trehalose RS mEEEs e
3 18.00 18.20 18.40 18.60
m/z 57.00 42 .34%
5000
44
97
0‘ 18 J\N L 41%6 1ﬂ.6 173 235
m/z--> 50 1(')0 1&1;0 2(')0 250 300 35'30 18. 00 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

Sample : L2792-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG051520.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 unknownl19.34 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.34 8.90 ng 489315 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamamide. N-(2-thiazolvI)- 230 C12H10N20S 300829-00-9 27
2 2-Propenamide. N-(1l-methvlethvl)... 265 C18H19NO 055044-37-6 27
3 3-Butenoic acid. 2-oxo-4-phenvl-... 190 C11H1003 1000142-22-4 27
4 Silane. ethoxvtriethvl- 160 C8H200Si 000597-67-1 27
5 7-0x0-1,3,5-cycloheptatriene-1-c... 131 C8H5NO 000934-19-0 16

Abundance Scan 2766 (19.337 min): BG045566.D (-2762) (-) m/z 131.05 100.00%
131
57 85103
5000 180 264
163
AR AL A
3 19.00 19.20 19.40 19.60
o .J!I . |'{- .'\ . | 207226245 | 303 328 351 m/z 57.05 57.56%
m/z--> 50 100 150 200 250 300 350
Abundance #85682: Cinnamamide, N-(2-thiazolyl)-
131
103
77
5000 NN AR N
55 19.00 19.20 19.40 19.60
230 m/z 85.05 57.07%
ok .%lﬁ‘l‘””w IH\‘\I i ‘i“" i | i |1|73| IZC\)ZI — i
m/z--> 50 100 150 200 250 300 350
Abundance
131
19.00 19.20 19.40 19.60
5000 103 m/z 103.00 56.80%
77
265
0l27 51 165 193 222 247
m/z--> 50 100 150 200 250 300 350
Abundance #52862: 3-Butenoic acid, 2-oxo-4-phenyl-, methyl ester T T TR P
131 19.00 19.20 19.40 19.60
m/z 264.10 46.06%
103
5000
77
51
0 \{ . Ji, | 162 19\0
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

Sample : L2792-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG051520.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclotetradecane Concentration Rank 8

NM114-COMP-2020-0-6

R.T. EstConc Area Relative to ISTD R.T.
21.26 5.55 ng 372747 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 91
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 Eraosterol 396 C28H440 000057-87-4 90
4 1-Heptadecene 238 C17H34 006765-39-5 89
5 n-Nonadecanol- 284 C19H400 001454-84-8 87

Abundance Scan 3093 (21.258 min): BG045566.D (-3090) (-) m/z 83.05 100.00%
57 83
5000
R A PR U B
153179 21.00 21.20 21.40 21.60
0 222 259 309 351 386417 452 513 m/z 69.05 84 _21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58277: Cyclotetradecane
55
83
5000 L I B B B
21. OO 21 20 21. 40 21. 60
29 111 m/z 57.05 81.34%
196
ob e L ‘ L L 4%91?8 e
m/z--> 0 50 50 200 250 300 350 400 450 500
Abundance
55
8 RIS A PR B B
21.00 21.20 21.40 21.60
5000 m/z 97.05 80.63%
29
111
0 139168 196224 252
m/z--> CI) 5|0 1(I)O 1é0 2CI)O 250 3CI)O 35|O 4(|)0 45|O 5(I)O
Abundance #210520: Ergosterol R B o B B U e
69 363 21.00 21.20 21.40 21.60
396 m/z 55.05 77.34%
0 R e R EEEmEnm
m/z--> 0 21. OO 21 20 21. 40 21. 60

8270-BG051520.M

Tue Jun 02 08:38:09 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

Sample : L2792-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG051520.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Heptacosanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22 .42 4.68 ng 314283 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 n-Tetracosanol- 354 C24H500 000506-51-4 90
5 1-Hexacosanol 382 C26H540 000506-52-5 90
Abundance Scan 3291 (22.421 min): BG045566.D (-3285) (-) m/z 83.05 100.00%
']
55
5000 11
mmsmmwm 340 2220 2240 22,60 22.80
oL l A J L0058, T 20 200 2oazai0ge 304 g2 | SR n S st
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 97
5000 LRI SN BURSLN BRI S
125 2220 2240 22,60 22.80
m/z 55.05 75.49%
oL 2 \‘ \‘ = 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 83
" 22.20 22.40 22.60 22.80
5000 111 m/z 69.05 71.24%
29
0 139 168 210 238 66 295
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol L B e T
55 83 22.20 22.40 22.60 22.80
m/z 43.05 68.12%
5000 111
29
oLl 1139 167 196 238 266 294
m/z--> 50 100 1éo 200 250 300 350 400 450 2220 22,40 22.60 22.80

8270-BG051520.M Tue Jun 02 08:38:11 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060120\
Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

Sample : L2792-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG051520.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 Pentadecanal- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.42 9.16 ng 512383 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 17-Octadecenal 266 C18H340 056554-86-0 90
4 Tetradecanal 212 C14H280 000124-25-4 90
5 16-0Octadecenal 266 C18H340 056554-87-1 90

Abundance Scan 3461 (23.420 min): BG045566.D (-3455) (-) m/z 82.05 100.00%
7 g2
o “/\MJ
HRR SRR BN SRR BN
23.20 23.40 23.60 23.80
180 243 326
o 50 209 2R 20 802720 302 399 429 | 7o T87.05  94.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82955: Pentadecanal-
57 82
5000{ 29 RN SRR B BN BN
23.20 23.40 23.60 23.80
109 m/z 43.05 79 .85%
o |““.‘l“£“.“|.“.":!-:?.7|‘....l........l....l....l....
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
82 ' 23.20 23.40 23.60 23.80
5000 m/z 96.00 71.94%
110
o 18 137 166 194 222 250
m/z--> 50 100 150 200 250 300 350 400
Abundance #115860: 17-Octadecenal T T
57 8 23.20 23.40 23.60 23.80
m/z 55.05 68.67%
5000
29 109
o (137 168 106 224 22
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.87 4.19 ng 234522 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 3538 (23.872 min): BG045566.D (-3533) (-) m/z 57.05 100.00%

7

85
5000

.

23.60 23.80 24.00 24.20
m/z 71.05 85.14%

o 155183211 258283309339 387 429

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-

483

-

5000 85 T T T T T T T
23 60 23. 80 24. OO 24 20

m/z 85.05 66 .38%

| | J A ‘41 183 211 239 267 296

I
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
R e
P 23.60 23.80 24.00 24.20
5000 m/z 43.05 56.87%
29 113
o 141169197 225 253 296
L e T o T R R e S
miz—-> 0 50 100 150 200 250 300 350 400 450
I I I I

Abundance #215181: 2-methyloctacosane T T
23.60 23.80 24.00 24.20

m/z 55.05 22 .75%

5000

s

141169197 225 267 205 365393
miz—-> 0 50 100 150 200 250 300 350 400 450 2360 2380 24.00 2420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.93 16.66 ng 931810 Perylene-di12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Cvclotetracosane 336 C24H48 000297-03-0 83
4 Behenic alcohol 326 C22H460 000661-19-8 81
5 1-Heneicosanol 312 C21H440 015594-90-8 76
Abundance Scan 3548 (23.931 min): BG045566.D (-3542) (-) m/z 83.05 100.00%
B
55
5000 111
139 23.60 23.80 24.00 24.20
167 196224 268
Ol .,..Ll,....,....,...??9.32.9.?5.7.3.8.7,.4.21..,...4.9? m/z 97.05 86.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 RUABRUNAR AL RS
29 11 23.60 23.80 24.00 24.20
m/z 69.05 80.74%
ol 11| I “ M‘ ‘ \‘139 167 196 224 252 280
m/z--> 50 250 300 350 400 450 '
Abundance
55
83 23.60 23.80 24.00 24.20
5000 m/z 55.05 75.79%
29 111
139 182210
R s B B UL UL L UL WL I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174180: Cyclotetracosane B R B A o
55 83 23.60 23.80 24.00 24.20
m/z 57.05 73.87%
5000 111 336 \thvwwdhzj\/\xw*wwuv,&vww
139
m/z--> § 100 1%0 200 250 360 350 400 450 ' 2360 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.30 7.03 ng 392929 Perylene-di12 24._.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 86
2 1.19-Eicosadiene 278 C20H38 014811-95-1 86
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 78
4 E-11(13-MethvD)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 78
5 2-Heptadecenal 252 C17H320 1000143-48-6 78
Abundance Scan 3781 (25.300 min): BG045566.D (-3774) (-) m/z 57.05 100.00%

5000

0 l 328 362390415444 498

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117606: Octadecanal

[6)]

~
(o]
N

25.00 25.20 25.40 25.60
m/z 82.05 83.10%

239 282

N
(M)
(o]
N

5000 TT T T TT TTTT TTTT T T T T
25. 00 25 20 25. 40 25. 60
m/z 83.05 78.34%
m 7166194222250
ol —1LhRg WM'.‘. e
m/z--> 0 50 150 200 250 300 350 400 450 500
Abundance
55
82 R BEERE RS S
25.00 25.20 25.40 25.60
5000 m/z 43.05 70.57%
29 109
0 137 166 194 222 250 278
B I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117617: Oxirane, hexadecyl- R BEERE RS S
25.00 25.20 25.40 25.60
m/z 55.05 68.78%
5000

138166 208 250

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25. 00 25 20 25. 40 25. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Hexadecane, l-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.90 21.73 ng 1215420 Perylene-di12 24._.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 96
2 Heptacosane 380 C27H56 000593-49-7 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3883 (25.899 min): BG045566.D (-3874) (-) m/z 57.05 100.00%
57
85
5000
13 14 25,60 25.80 26.00 26.20
169 : : : :
ol “, LA 182197225 206 206 325 356380 414 476 | “n7z o 7105  91.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000
25.60 25.80 26.00 26.20
225 m/z 85.05 64 .64%
29 ‘ ‘113 141 19
0 .“..‘l‘.‘.‘.‘”.‘l.“.‘..‘l‘.‘..lugl6..‘..|....|....3|52....|....|....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
25.60 25.80 26.00 26.20
5000 m/z 43.05 59.79%
85
0” 113 141 169 197 225 253 281 323 351 380
m/z--> §0 160 1éo 260 250 360 3éo 460 4éo
Abundance #215181: 2-methyloctacosane T
57 25.60 25.80 26.00 26.20
m/z 55.05 24 .66%
- | ij\f\m
113
o2, ] || 777241 169 197 225 267 205 365 393
m/z--> §0 160 1éo 260 250 360 3éo 460 4éo 25%0 2580 2&00 2&50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG060120\

Data File : BG045566.D

Aca On 1 Jun 2020 21:57

Operator : CG/JU

ﬁ?ggle i L2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

26.02 9.21 ng 514822 Perylene-d12 24.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 l-Hexacosene 364 C26H52 018835-33-1 93
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Tricosene 322 C23H46 018835-32-0 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan 3904 (26.022 min): BG045566.D (-3897) (-) m/z 83.05 100.00%

25.80 26.00 26.20 26.40
m/z 69.05 99.00%

83
57
5000 111

. 169 210 250276 305 334359384 417
—b L

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174180: Cyclotetracosane

(¢)]
a1
o0
w

5000 111 336 L B B L |
2580 2600 26. 20 26. 40
29 m/z 97.05 94 _.17%
0 J \‘m “‘ \“\ “ ‘\ h h \1?5222‘251‘279 308 I
i mat e A O s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 97
i B s e S,
25.80 26.00 26.20 26.40
5000 m/z 57.05 78.18%
29 125153 364
o 181209 237 278 307 336
e o L A e LB e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene s e A AARAER R
43 25.80 26.00 26.20 26.40
m/z 55.05 76.08%
5000 83
111
o | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 25 80 26 00 26. 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG060120\

Data File : BG045566.D

Acq On 1 Jun 2020 21:57

Operator : CG/JU

3?22'6 i L.2792-08 NM114-COMP-2020-0-6
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : 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]
1H-Cycloprop[elaz... 14.44 2.5 ng 127686 3 14.60 1026770 20.0
unknown18.25 18.25 2.3 ng 126485 4 17.35 1100180 20.0
unknown19.34 19.34 8.9 ng 489315 4 17.35 1100180 20.0
Cyclotetradecane 21.26 5.5 ng 372747 5 21.60 1342060 20.0
1-Heptacosanol 22.42 4.7 ng 314283 5 21.60 1342060 20.0
Pentadecanal - 23.42 9.2 ng 512383 6 24.75 1118430 20.0
Heptadecane, 2,6,... 23.87 4.2 ng 234522 6 24.75 1118430 20.0
3-Eicosene, (E)- 23.93 16.7 ng 931810 6 24.75 1118430 20.0
Octadecanal 25.30 7.0 ng 392929 6 24.75 1118430 20.0
Hexadecane, 1-iodo- 25.90 21.7 ng 1215420 6 24.75 1118430 20.0
Cyclotetracosane 26.02 9.2 ng 514822 6 24.75 1118430 20.0
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