LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 3.202 14 19 33 rvB 235125 470733 7.68% 1.067%
2 5.611 422 429 446 rVB 1287459 2074215 33.85% 4.704%
3 7.198 691 699 712 rBVY 1349979 2339319 38.18% 5.305%
4 7.580 755 764 777 rBV 1287597 2241091 36.58% 5.082%
5 8.050 836 844 852 rBV 387541 684173 11.17% 1.551%

8.373 891 899 910 rVB 993074 1732761 28.28% 3.929%
9.201 1032 1040 1052 rBV 778465 1394639 22.76% 3.162%
1313 1321 1328 rBVY 535921 957738 15.63% 2.172%
13.290 1729 1736 1746 rBVY 2083810 3293793 53.76% 7.469%
13.561 1777 1782 1788 rBV2 46370 75220 1.23% 0.171%

O © o~ O
=
o
fos
01
N

11 14.007 1851 1858 1865 rVB 1568428 2251595 36.75% 5.106%
12 14.107 1865 1875 1888 rVB 267010 515669 8.42% 1.169%
13 14.389 1916 1923 1928 rBV2 38715 61422 1.00% 0.139%
14 14.513 1937 1944 1949 rBV3 38341 63929 1.04% 0.145%
15 14.665 1956 1970 1976 rBvV2 796051 1717049 28.03% 3.894%

16 14.742 1976 1983 1986 rBV 45378 74452 1.22% 0.169%
17 14.924 2008 2014 2020 rBV 151769 226878 3.70% 0.514%
18 15.000 2020 2027 2034 rVB3 93544 173128 2.83% 0.393%
19 15.394 2088 2094 2100 rBV 509728 717714 11.71% 1.627%
20 15.658 2133 2139 2144 rBV4 42736 64601 1.05% 0.146%

21 15.999 2186 2197 2201 rBV3 70135 146575 2.39% 0.332%
22 16.040 2201 2204 2212 rVV2 72511 114198 1.86% 0.259%
23 16.140 2212 2221 2232 rVV 1950414 3090645 50.44% 7.008%
24 16.228 2232 2236 2244 rVB5 42628 80046 1.31% 0.182%
25 17.397 2425 2435 2447 rBV2 1123001 1774294 28.96% 4.023%

26 18.291 2581 2587 2603 rBV2 166130 360832 5.89% 0.818%
27 19.554 2798 2802 2813 rBV 61398 142822 2.33% 0.324%
28 20.000 2872 2878 2885 rBV 3707474 4780615 78.03% 10.841%
29 20.312 2926 2931 2938 rBv4 69981 139900 2.28% 0.317%

30 20.588 2974 2978 2982 rBV 85994 99282 1.62% 0.225%
31 20.688 2991 2995 3003 rBv4 44376 70448 1.15% 0.160%
32 20.952 3036 3040 3044 rBvV 65062 82315 1.34% 0.187%

33 21.122 3062 3069 3083 rVB 4682427 6126812 100.00% 13.893%
34 21.322 3097 3103 3127 rBV2 140015 554719 9.05% 1.258%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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-BG071519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.645 3152 3158 3169 rVB2 1228817 2006329 32.75% 4 _550%

36 22.480 3295 3300 3302 rBv4 71499 120936 1.97% 0.274%
37 23.167 3413 3417 3426 rVB2 70040 147042 2.40% 0.333%
38 23.361 3444 3450 3457 rVB 140500 280407 4._.58% 0.636%
39 23.984 3549 3556 3565 rBV 106321 244764 3.99% 0.555%
40 24.836 3691 3701 3711 rBV2 730309 2034252 33.20% 4.613%

41 24.936 3713 3718 3727 rVB3 60489 143420 2.34% 0.325%
42 26.075 3904 3912 3928 rVB 148548 428539 6.99% 0.972%

Sum of corrected areas: 44099311
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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

Abundance TIC: BG041712.D

4000000
3000000

2000000

5.61 7.20 758
8.37
1000000 920

%\20

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG041712.D

8.05 10.85

21112

4000000 20.00

3000000

13.29

16.14

2000000

21.65
1000000

20.3206920.9321:32 22.48
0 ».AJ\_A_,A

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: BG041712.D

e

4000000

3000000

2000000

1000000 24.84

.36 2&\ 26.08
2343 23.98 .94 %

O T T T T T A T T e e e e T 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\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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.

3.20 13.76 ng 470733 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 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 19 (3.202 min): BG041712.D (-14) (-) m/z 73.10 100.00%
7B

K

5000 43
55 87
3.20 3.30 3.40 3.50 3.60
36, 97 107 152
eSO ST 0 92 Tm/z 43.10 0 41.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 TIT [T T T[T I T[T T T [TTTT[TTTT]|
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 28.61%
29
B R B o o e a s a e o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R RAEEEEEmEs
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 26.03%
M \H I es ]| o7 112 129
T T e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.05 11.67%
5000 43
58
IIIII‘I‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.20 3.30 3.40 3.50 3.60

8270-BGO71519.M Fri Jul 19 17:22:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 2 unknown7.58 Concentration Rank 1

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

7.58 65.51 ng 2241090 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 764 (7.580 min): BG041712.D (-755) (-) m/z 132.00 100.00%
132
5000 68
a0 | % 720 7.40 7.60 7.80 8.00
bt 2% 'm/z 68.10 43.08%
m/z-> 0 50 100 15 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LR I UL UL
7.20 7.40 7.60 7.80 8.00
m/z 134.00 34.17%
31
Y
m/z-> 0 50 100 15 200 250 300 350 400
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132
720 7.40 7.60 7.80 8.00
5000 s 76 m/z 66.10 28.11%
15 1103
|
m/z-> 0 50 100 15 200 250 300 350 400
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal P
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 17.24%
5000 67
41 97
...JM.“.J .“..‘.,.... —
m/z-> 0 50 100 150 200 250 300 350 400 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\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 4 Caryophyllene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.01 26.23 ng 2251600 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene 204 C15H24 000087-44-5 99
2 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 013877-93-5 93
3 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 93
4 Bicvclol7.2.0Tundec-4-ene. 4.11.... 204 C15H24 000118-65-0 91
5 1S,2S5,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 64
Abundance Scan 1858 (14.007 min): BG041712.D (-1851) (-) m/z 93.05 100.00%
133
5000 120
147 161

A\
LI L

13.60 13.80 14.00 14.20 14.40
m/z 41.10 95.19%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64272: Caryophyllene
133
41 69 79

13.60 13.80 14.00 14.20 14.40
m/z 91.05 85.77%

5000

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...
69 93
41 133
79 13.60 13.80 14.00 14.20 14.40
5000 105 m/z 69.05 83.17%
55 119 161
147 189
il i Ol
..,....i“..‘::‘,.“l“..‘,“. a,.l..‘,“...l R |
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-... T Raam
93 13.60 13.80 14.00 14.20 14.40
133 m/z 133.05 81.24%
69 79 105
5000 4l 119
55 161
148 189
T L LT
,.‘l‘..‘i“...‘.,“ - :,‘.“.‘.‘,“. Al I
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\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 Naphthalene, 1,2,3,5,6,8a-h... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.64 ng 226878 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.8a-hexahv... 204 C15H24 000483-76-1 98
2 cis-muurola-3.5-diene 204 C15H24 1000365-95-4 70
3 .aamma.-Muurolene 204 C15H24 030021-74-0 70
4 _.alpha.-Cubebene 204 C15H24 017699-14-8 70
5 Isoledene 204 C15H24 1000156-10-8 68
Abundance Scan 2013 (14.918 min): BG041712.D (-2008) (-) m/z 161.10 100.00%
161
119
5000 105 134 204
189
176 14.60 14.80 15.00 15.20
m/z 119.10 60 .00%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64487: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimethyl-1...
161
5000 105 119 134 LU AN I R
41 o1 204 14,60 14.80 15.00 15.20
81 189 m/z 105.10 52.16%
176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64358: cis-muurola-3,5-diene
105 .9 161
14.60 14.80 15.00 15.20
5000 81 m/z 134.10 45_.22%
91
204
55 69 H 133
I .,h.‘” Ll .. ‘H..h‘l.wu‘.}?4. Al ..,.1?9., |
miz--> 20 100 120 140 160 180 200
Abundance #64324. .gamma.-Muurolene
161 14.60 14.80 15.00 15.20
m/z 204.10 43_.30%
5000
93 105 119 204
133
55 189
. 27 A ,‘\, ‘M \H - Ly e I
miz-> 20 40 60 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 |Isoledene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.00 2.02ng 173128 Acenaphthene-d10 14.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tsoledene 204 C15H24 1000156-10-8 93
2 Epizonarene 204 C15H24 041702-63-0 93

3 Naphthalene. 1.2.3.5.6.8a-hexahv... 204 C15H24
4 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24

000483-76-1 90
000523-47-7 83

5 Cyclohexene, 6-ethenyl-6-methyl-._. 204 C15H24 005951-67-7 78
Abundance Scan 2027 (15.000 min): BG041712.D (-2020) (-) m/z 161.10 100.00%
161
81
5000 105 119 204
91 189
41 55 133 147
65 173 14.60 14.80 15.00 15.20 15.40
b | m/z  81.10  58.92%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64260: |soledene
105 161
119
5000
4 91 2 14.60 14.80 15.00 15.20 15.40
” 55 g 8l 138 117 189 2 m/z 204_.10  49.30%
el A s L
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64267: Epizonarene
161
204 14.60 14.80 15.00 15.20 15.40
5000 81 m/z 105.05  45.49%
105 119 189
33
41 55 g9 93 ‘ ‘ 133 147
SR K P PR OO
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64486: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimethyl-1...
161 14.60 14.80 15.00 15.20 15.40
m/z 119.10 42 .33%
134
5000 105 119 204
81 91 180
il \ ] |
145
26 e L
mz-> 20 40 60 120 140 160 180 200 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 Diethyltoluamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.39 8.36 ng 717714 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 93
3 Benzamide. N-(1.1-dimethvlethvI)._.. 191 C12H17NO 042498-32-8 58
4 N-lsopropvl-p-toluamide 177 C11H15NO 002144-17-4 50
5 Benzamide, N,N,3-trimethyl- 163 C10H13NO 006935-65-5 50
Abundance Scan 2093 (15.388 min): BG041712.D (-2088) (-) m/z 119.00 100.00%
119
5000 01 190
65 15100 15120 1540 1560 15580
39 162 : : : : :
st L | 105 | 133 w4 102176 | 207 7 790.10 44440
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53785: Diethyltoluamide
119
5000 91 190 LRSI UL IO A I
15.00 15.20 15.40 15.60 15.80
65 m/z 91.10 39.95%
203 51 | 77 | 105 | 133 148 162 176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119
15.00 15.20 15.40 15.60 15.80
5000 m/z 191.10 15.93%
o 190
65
42 52 | 77 | 105 | 136148 162 176 ‘
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53833: Benzamide, N-(1,1-dimethylethyl)-4-methyl- R R aREEEE R
119 15.00 15.20 15.40 15.60 15.80
m/z 65.10 14 .79%
5000
o 191
40 65 . 1% 176
i ) | AL
mz-> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.29 4_.07 ng 360832 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2587 (18.291 min): BG041712.D (-2581) (-) m/z 43.10 100.00%
73
5000
o7 129 213 “_L
s 143157171185199 227241256 18.00 18.20 18.40 18.60
m/z 60.00 98.58%
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 LI UL S BN UL

I I T T
18.00 18.20 18.40 18.60

m/z 73.05 95.41%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
RN s e s S
18.00 18.20 18.40 18.60
5000 129 m/z 57.05 82.34%
29
143 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B E EEmun m e et
43 60 73 18.00 18.20 18.40 18.60
m/z 55.10 73.64%
5000 129
29
199
‘ | 143157171185 242
SRCCI N e et
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\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 unknown21.12 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.12 61.07 ng 6126810 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4(6H)- Thiadiazin-2-amine. 6... 219 C11H13N3S 054418-98-3 47
2 Cinnamvl cinnamate 264 C18H1602 000122-69-0 47
3 1-Phenvl-4-methvl-1-pentvn-3-ol 174 C12H140 005923-02-4 43
4 Benzene. 1-(chloromethvl)-4-(2-p... 166 C10H11ClI 036875-10-2 40
5 1,3-Bis(cinnamoyloxymethyl)adama... 456 C30H3204 303797-58-2 38
Abundance Scan 3069 (21.122 min): BG041712.D (-3062) (-) m/z 131.00 100.00%
131
5000 115 /1
L 219 NS N UN—
. 147 173 192206 | 235249264 28 20.80 21.00 21.20 21.40
ol 4 1 m/z 115.10 42.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76334: 1,3,4(6H)- Thiadiazin-2-amine, 6-ethyl-5-phenyl-
91 131

20.80 21.00 21.20 21.40
m/z 117.10  39.74%

5000

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

Abundance #114231: Cinnamyl cinnamate
131
20.80 21.00 21.20 21.40
5000 m/z 103.05 34.70%
103117
i 219
o1 | L L‘ 147 173 192 | 236 264
R REE B L R A R e o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41096: 1-Phenyl-4-methyl-1-pentyn-3-ol e
131 20.80 21.00 21.20 21.40
m/z 77.10 26.84%
5000
77 102
174
AT O L A A O SR | G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21. 00 21.20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 Tricosyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.53 ng 554719 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 3103 (21.322 min): BG041712.D (-3097) (-) m/z 57.10 100.00%
57
>0 \“/\‘-J\—/\—W
ﬁ}lll VLA BN B
140 168 207 281 21.00 21.20 21.40 21.60
AL ll.,.A...,..a.??z....,....,....,....,... m/z 43.10 80.09%
m/z--> 50 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
57
97
5000 A AR SRR SRR
21,00 21.20 21.40 21.60
125 m/z 55.10 73 .34%
i J l 1153 181 210 238 264 204 322 367 418
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57
o7 21,00 21.20 21.40 21.60
5000 m/z 83.10 52 .56%
125
%gl J |1‘i 153 181 224250 280 308 353 454
m/z--> 50 100 1%0 200 250 300 350 400 450
Abundance #233557: Tricosy pentafluoropropionate T ]
57 21.00 21.20 21.40 21.60
m/z 71.10 49_79%
97
5000
125
%9‘ ‘ \1‘J (153 181 210 238264 294 322 367 468
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.36 2.76 ng 280407 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 83
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
Abundance Scan 3450 (23.361 min): BG041712.D (-3444) (-) m/z 69.10 100.00%
6o
5000
41 ) M
95 137 23.00 23.20 23.40 23.60
L g (108,192 281 283 s n/z 81.10  49.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000
a 23.00 23.20 23.40 23.60
% 1o m/z 41.10 23.21%
L hdl gipy 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 68.05 12.38%
41

95 137
| 117 | 163 191 217 245 273 299 341 367 410
L e R ERan e

Ld
:

m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 23.00 23.20 23.40 23.60
a m/z 95.10 12.16%
5000

95 123
\H \\‘ \ gl o ;1‘\19 177

' | I T T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.98 2.41 ng 244764 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonadecane 268 C19H40 000629-92-5 89
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3555 (23.978 min): BG041712.D (-3549) (-) m/z 57.10 100.00%
g7
5000 85 /\ww&wh~w~”~/\HM&FXUNMN%&*
113 23.60 23.80 24.00 24.20
141 169
ol Rl B g, Z 109 197, 225 252 283 323341 | L7, 43.10  60.08%
m/z--> 50 100 150 200 250 300 350

Abundance #185533: Pentacosane

i

5000 85 R LARRERRRREE
23.60 23.80 24.00 24.20

m/z 71.10 54 _.37%

113
20 b |] 1 28 4211 239 267 295 333 352
i . el G AL .
miz--> 50 150 200 250 300 350
Abundance #129492: Eicosane
57
o P s
23.60 23.80 24.00 24.20
5000 m/z 85.10 38.54%
85
29
| ‘ | | ) ;Y8 141 160 197 225 253 282
A b b e e
miz--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane i L AR BRI e
57 23.60 23.80 24.00 24.20
m/z 55.10 23.66%
85
5000
29
I . w | J 13 141 169 197 205 253 338
- R I F T B B i L ST MM
miz--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041712.D

Aca On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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 13 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.08 4.21 ng 428539 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3913 (26.081 min): BG041712.D (-3904) (-) m/z 57.10 100.00%
57
5000 \A\M,%vvy,wd/m\wwﬂyvv_«~,,_
RN N SR AR
113 141 169 207 25.80 26.00 26.20 26.40
,l ..J.'l,....,....,...2?9,2]6.6..,....3,5?...4?1...., m/z 43.10 60.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
5000 85 AR AU AR
25 80 26. oo 26 20 26. 40
29 113 268 m/z 71.10 55.51%
L0 10 s
miz-> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
25.80 26.00 26.20 26.40
5000 85 m/z 85.10 41 .25%
113
} |77 141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #209566: Octacosane B AR BaeE
57 25.80 26.00 26.20 26.40
m/z 55.05 23.97%
- T \/\/‘\/JLNM(
29
] ] || | M2 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 300 3%0 460 ! 2580 2600 2620 2640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71819\
Data File : BG041712.D

Acq On 18 Jul 2019 16:30

Operator : HP/JU

Sample - K3835-45

Misc :

ALS Vial : 6 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... 3.20 13.8 ng 470733 1 8.05 684173 20.0
unknown7 .58 7.58 65.5 ng 2241090 1 8.05 684173 20.0
Caryophyllene 14.01 26.2 ng 2251600 3 14.67 1717050 20.0
Naphthalene, 1,2,... 14.92 2.6 ng 226878 3 14.67 1717050 20.0
Isoledene 15.00 2.0 ng 173128 3 14.67 1717050 20.0
Diethyltoluamide 15.39 8.4 ng 717714 3 14.67 1717050 20.0
n-Hexadecanoic acid 18.29 4.1 ng 360832 4 17.40 1774290 20.0
unknown21.12 21.12 61.1 ng 6126810 5 21.65 2006330 20.0
Tricosyl trifluor... 21.32 5.5 ng 554719 5 21.65 2006330 20.0
Squalene 23.36 2.8 ng 280407 6 24.84 2034250 20.0
Pentacosane 23.98 2.4 ng 244764 6 24.84 2034250 20.0
Nonadecane 26.08 4.2 ng 428539 6 24.84 2034250 20.0

8270-BG0O71519.M Fri Jul 19 17:22:13 2019 Page: 16



