LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 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-BG071519.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 3.194 13 18 33 rvB 358528 642330 9.78% 1.436%
2 5.609 421 429 445 rBV 1744894 2755204 41.97% 6.160%
3 7.196 691 699 713 rBVY 1721379 3057226 46.57% 6.835%
4 7.578 755 764 771 rBV 1724557 2936186 44.72% 6.564%
5 7.630 771 773 781 rVB 41625 68587 1.04% 0.153%
6 8.048 836 844 853 rVB 339470 574394 8.75% 1.284%
7 8.371 891 899 911 rVB 1311172 2254116 34.33% 5.040%
8 9.199 1032 1040 1054 rBvV 1020622 1830958 27.89% 4._.093%
9 10.850 1314 1321 1329 rVB 433938 782278 11.92% 1.749%
10 13.294 1729 1737 1750 rBVY 2556826 4005129 61.00% 8.954%

11 14.005 1852 1858 1865 rVVv 948495 1379383 21.01% 3.084%
12 14.111 1867 1876 1889 rVB 420270 627596 9.56% 1.403%
13 14.634 1957 1965 1967 rBV 529501 766142 11.67% 1.713%
14 14.663 1967 1970 1978 rVB2 640610 1031792 15.72% 2.307%
15 14.928 2008 2015 2021 rVB 59999 90392 1.38% 0.202%

16 16.144 2214 2222 2234 rBV 2337565 3513416 53.51% 7.855%
17 17.401 2428 2436 2446 rBV2 945534 1480319 22.55% 3.310%
18 18.289 2582 2587 2597 rBv4 36832 77778 1.18% 0.174%
19 20.004 2873 2879 2885 rBV 4938186 6565389 100.00% 14.678%
20 21.121 3063 3069 3077 rVB 3390092 4324409 65.87% 9.668%

21 21.326 3098 3104 3125 rBV4 123485 510360 7.77% 1.141%
22 21.649 3152 3159 3168 rVB 1119528 1811756 27.60% 4_.051%
23 21.873 3192 3197 3202 rVB 57152 83649 1.27% 0.187%
24 22.478 3295 3300 3307 rBV 114296 209482 3.19% 0.468%
25 23.177 3412 3419 3428 rBV 170660 333796 5.08% 0.746%

26 23.988 3550 3557 3566 rVB 194741 409037 6.23% 0.914%
27 24.840 3692 3702 3712 rBV2 676891 1892044 28.82% 4_.230%

28 24.945 3713 3720 3728 rVB2 142878 357735 5.45% 0.800%
29 26.085 3906 3914 3927 rVB3 125290 357571 5.45% 0.799%

Sum of corrected areas: 44728454
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On : 18 Jul 2019 00:50

Operator : HP/JU

Sample : K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.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: BG041703.D

4000000

3000000

2000000 5.61 7.20 7.58
8.37

1000000
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Time--> 3.50 4.00 450 500 550 600 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041703.D

20.00

4000000
21.12

3000000

13.29
16.14

2000000

21.65
1000000 14.01 17.40
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"\‘14.93 18.29 L 21.33 ||21.87 22.48
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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 TIC: BG041703.D

4000000

3000000

2000000

1000000 24.84

23.18 23.99 %.\95 26.09
A A A

O T T T T T e e e e e e e e e e e

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\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 5

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

3.19 22.37 ng 642330 1,4-Dichlorobenzene-d4 8.05
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 17 (3.189 min): BG041703.D (-13) (-) m/z 73.10 100.00%
73
5000 43
55 87
131 007 3.20 3.30 3.40 3.50 3.60
el e A s 27 Tm/z 43.10  41.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUA IR IR IR IUAA AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 30.17%
|”L'J\”'l"*l"”l"'w"'w""w"'w"'l”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HUA RN IR TN U AR
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 26 .42%
29 ‘
O A S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.71%
5000 43
58
29 ‘ ﬁ7
i A
m/z--> 20 4'0 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.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 unknown7.58 Concentration Rank 1

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

7.58 102.24 ng 2936190 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 764 (7.578 min): BG041703.D (-755) (-) m/z 132.00 100.00%
32
5000 68
40 54 % J 720 7.40 7.60 7.80 8.00
grer | wsus | Tw/z 68.10  42.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AN AR RAAAR AR R
720 7.40 7.60 7.80 8.00
33 44 o 105 m/z 134.00 33.82%
...|.,I-.'..G,O....f‘,"....|,.|l.%1.5,.. ‘...
m/z--> 40 60 100 120 140 160 180
Abundance #14409. (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 28.10%
97
‘ 29 ‘ 117
||||‘|‘||“|‘||‘|“l ‘:“|‘|8|8|‘i 1|0|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R S s e e R
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 16.97%
5000 og 116
el I o7 \,\‘ %8 189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

7.63 2.39 ng 68587 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 56
2 Diethvl carbitol 162 C8H1803 000112-36-7 50
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 39
4 Ethane. 1.2-diethoxv- 118 C6H1402 000629-14-1 38
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 38

Abundance Scan 773 (7.630 min): BG041703.D (-771) (-) m/z 45.10 100.00%
45
5000
59
| 2 7.20 7.40 7.60 7.80 8.00
37 91 103 136 : : : :
..,....,....,....,.:.~.,....|-....,.||.~..,....,....,.-.-..,....,....,....,....,... m/z 59.10 30.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 T
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 -, 7.20 7.40 7.60 7.80 8.00
m/z 43.10 17.22%
"I”'%?"ML'"W“h"I'”'I""W'L"I”'g?"'ﬁ%ﬁf'P%%gl”"I'”'I"'W"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32643: Diethyl carbitol
45
720 7.40 7.60 7.80 8.00
5000 59 72 m/z 72.05 15.53%
31
s 1% g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45 7.20 7.40 7.60 7.80 8.00
m/z 73.10 11.13%
5000
59 72
31 89
Bl [ 108 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Caryophyllene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.01 26.74 ng 1379380 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene 204 C15H24 000087-44-5 99
2 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 93
3 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 013877-93-5 93
4 Bicvclol7.2.0Tundec-4-ene. 4.11.... 204 C15H24 000118-65-0 91
5 Isocaryophillene 204 C15H24 1000140-07-2 76
Abundance Scan 1859 (14.011 min): BG041703.D (-1852) (-) m/z 93.05 100.00%

5000

13.60 13.80 14.00 14.20 14.40
m/z 41.10 93.60%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64272: Caryophyllene
9 133

41 79

13.60 13.80 14.00 14.20 14.40
m/z 91.10 86.91%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
S¢]
133
79 105 13.60 13.80 14.00 14.20 14.40
5000 41 m/z 69.10 86.62%
119
6 161
7 55 148 189
A T
W R 1 L O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64418: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met... R SRR
69 S¢] 13.60 13.80 14.00 14.20 14.40
41 133 m/z 133.10 83.23%
5000 1 || 105
55 119 161
147 189
il O il s

...,..‘..i“..‘::‘,.“l“..‘,“...a,.l..‘,“. ‘,.l‘..,‘...‘a, - G RE R L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Cinnamyl cinnamate Concentration Rank 3

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

21.12 47.74 ng 4324410 Chrysene-di12 21.65

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 90
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 46
3 1-Penten-3-one. 4.4-dimethvl-1-p... 188 C13H160 000538-44-3 43
4 2-Propenoic acid. 3-phenvl-., met... 162 C10H1002 001754-62-7 43
5 p-Vinylbenzohydrazide 162 C9H10N20 1000244-74-9 43
Abundance Scan 3069 (21.121 min): BG041703.D (-3063) (-) m/z 131.00 100.00%

131
5000
103
[ e 20.80 21.00 21.20 21.40
173 : : : :
ol dowd fu L L 1s5173102 | 236 264380 sm A THiETGe" 40 53w
m/z--> 50 100 150 200 250 300 350
Abundance #114231: Cinnamyl cinnamate
131
5000 UM AU UL BARER

20. 80 21. OO 21. 20 21.40
103 H m/z 117.10 37.88%

77 219
o |, 173192 | 236 264
e
m/z--> 50 100 150 200 250 300 350
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131

20.80 21.00 21.20 21.40

5000 m/z 103.05 32.66%
103
7 ‘ 188
T I
m/z--> 50 100 150 200 250 300 350
Abundance #51723: 1-Penten-3-one, 4,4-dimethyl-1-phenyl- T
131 20. 80 21. 00 21. 20 21. 40

m/z 77.10 24 .58%

5000
103
77
I‘I‘l\58 || | 160 188

T |
m/z--> 50 100 150 200 250 300 350 20. 80 21. 00 21. 20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Octadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.33 5.63 ng 510360 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
Abundance Scan 3105 (21.332 min): BG041703.D (-3098) (-) m/z 57.10 100.00%
57
83
5000
111
207 21.00 21.20 21.40 21.60
265 : : : :
239 327 3% m/z 43.10 83.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000 LN TN BN SRR
21.00 21.20 21.40 21.60
- 125 m/z 55.10 75.16%
Il I | | l 154 182 224 252 297 348
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
o7 21.00 21.20 21.40 21.60
5000 m/z 83.10 64.01%
[ ] M\HM 196 224 269 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate L B e
57 21.00 21.20 21.40 21.60
m/z 69.10 59.87%
83
5000
111
29
[l ‘ L1 1P 210238 983 434
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60

8270-BG071519.M Thu Jul 18 14:02:23 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tricosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.48 2.31 ng 209482 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3300 (22.478 min): BG041703.D (-3295) (-) m/z 57.10 100.00%
57
5000 85 _W_VMV”AAHAAM/\VMNW«*NVVM~U
113 141 281 22.20 22.40 22.60 22.80
S LR aes 0021t 258 Pso2s4 L st STA3 00 66.50%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 AR AU AR
nmnmnmnm
m/z 71.10 61.46%
113 324
141
\. ..J LR, 2027 aes |
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57
2220 22.40 22.60 22.80
5000 m/z 85.10 44 .41%
85
2910 J J13 141 169 197 225 253 281 323 351 380
m/z--> 50 160 150 260 250 360 3éo
Abundance #194500: Docosane, 11-butyl- el AT S e
57 22.20 22.40 22.60 22.80
m/z 55.10 22.35%
- T kaﬂAwwﬂhmeM}\A«AMAMMMWWWKI
33 J |y JJ113 141 169 2}0 239 267 309 335 3pp
m/z--> % m @ m 250 ﬁ @ nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.18 3.68 ng 333796 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3420 (23.183 min): BG041703.D (-3412) (-) m/z 57.10 100.00%

57

1=

5000 85
4 e 160 207 22.80 23.00 23.20 23.40
o2 L N [T, 109 U7 239 282308 35 0 Thzy 71.10  59.10%
m/z--> 0 50 100 150 200 250 300 350

Abundance #175557: Tetracosane

5

5000 85 [TrIr[rrrr[rrrrrrrrypr1
22.80 23.00 23.20 23.40
29 m/z 43.10 59.02%
| ] B 4113 141 169 197 225 253 281 309 338
e e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
T T T

22.80 23.00 23.20 23.40
5000 m/z 85.10 42 _55Y%

| “113‘141 169 197 225 253 281 309 337 365 394

m/z--> 0 50 100 150 200 ZéO 300 350
Abundance #141425: Heneicosane [ B R e
57 22.80 23.00 23.20 23.40

m/z 55.05 22 .12%

SN
T—©
o)
o

5000 85

3

‘ J [1}34141 169 197 225 253 296

T
m/z--> 0 50 100 150 200 250 300 350 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tetracosane, 1l1-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.99 4.32 ng 409037 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 3557 (23.988 min): BG041703.D (-3550) (-) m/z 57.10 100.00%

57
5000 85

113 23 60 23. 80 24. 00 24 20 24. 40
141 183 211
S, B8 AL 258 295 341ses m/z 43.10 58.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57

5000 85 e
23.60 23.80 24.00 24.20 24.40

m/z 71.10 58 .34%

113
sq || | J (M1 169 197 225 253 295 337 364393 420
R r R e LA L T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57

_r'_'_'_'—l_'_'_'_'—l_'_'—'_'—l_'_'_'_'—l_'_'
23.60 23.80 24.00 24.20 24.40

5000 o m/z 85.05 41.37%
29
| ] || M8 141 169 197 205 253 281 309 337 365 394
S e e O S e e —
miz--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane R T TR TR
57 23.60 23.80 24.00 24.20 24.40

m/z 55.10 22.07%

5000
85
29

S| )| 4118 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24. 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .95 3.78 ng 357735 Perylene-d12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3721 (24.951 min): BG041703.D (-3713) (-) m/z 57.10 100.00%

57
5000 85

141 169 197 24.60 24.80 25.00 25.20
AL 4 L0 AT,2% 252 281 509 30 m/z 43.10 63.01%

m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane

5

24.60 24.80 25.00 25.20

m/z 71.10 54_.11%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

5000 85 L L e
“113 141 169 107 225 253 281 309 337 380

N
©
o _
S

24.60 24.80 25.00 25.20

5000 85 m/z 85.10 44 _80%
29 113
| I Ly 141‘169 197 225 253 281 309 338
e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T T R
57 24.60 24.80 25.00 25.20
m/z 55.10 22 .68%
- ] W\Ar—/wj\/\/w
29 113
‘ i_]lg |70, 141 169 197 225 253 295 323 367
T e e e e S
m/z--> 50 100 150 200 250 300 350 2460 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71719\
Data File : BG041703.D

Aca On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.09 3.78 ng 357571 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Sulfurous acid. butyl tetradecvl... 334 C18H3803S 1000309-18-1 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 3915 (26.091 min): BG041703.D (-3906) (-) m/z 57.10 100.00%
57
5000 85 Jh‘hd\hvwvvjﬁ\WHVANWkNNN&
R R SR SUNIG
141 207 25.80 26.00 26.20 26.40
ey -‘I Lo M6l 183 0 239 B 8B 31 "m/z 43.10  60.74%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 R UL SRR U DR
25. 80 26. 00 26. 20 26. 40
29 m/z 71.10 54 _35%
| T 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
' 25.80 26.00 26,20 26.40
5000 85 m/z 85.10 45 .11%
29 i | (M 141 169 107 205 253 295 323 367
m/z--> 55 160 1%0 260 2éo 300 3éo
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- T S T
43 25.80 26.00 26.20 26.40
- m/z 55.10 25.25%
5000
‘ ’ 9 197
m/z--> 55 100 1%0 260 250 360 3éo ' 2580 2600 2620 2640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71719\
Data File : BG041703.D

Acq On 18 Jul 2019 00:50

Operator : HP/JU

Sample - K3835-26

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.19 22.4 ng 642330 1 8.05 574394 20.0
unknown7 .58 7.58 102.2 ng 2936190 1 8.05 574394 20.0
Ethanol, 2-(2-eth... 7.63 2.4 ng 68587 1 8.05 574394 20.0
Caryophyllene 14.01 26.7 ng 1379380 3 14.66 1031790 20.0
Cinnamyl cinnamate 21.12 47.7 ng 4324410 5 21.65 1811760 20.0
Octadecyl trifluo... 21.33 5.6 ng 510360 5 21.65 1811760 20.0
Tricosane 22.48 2.3 ng 209482 5 21.65 1811760 20.0
Tetracosane 23.18 3.7 ng 333796 5 21.65 1811760 20.0
Tetracosane, 11-d... 23.99 4.3 ng 409037 6 24.84 1892040 20.0
Heptacosane 24_95 3.8 ng 357735 6 24.84 1892040 20.0
Octacosane 26.09 3.8 ng 357571 6 24.84 1892040 20.0
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