LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043729.D

Aca On : 20 Nov 2019 15:54

Operator :© JU

Sample : K5904-08

Misc :

ALS Vial : 7 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-BG102119.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 3.146 6 10 19 rVB 80371 117259 4._.48% 0.956%
2 5.091 333 341 353 rBV 98861 161320 6.16% 1.315%
3 5.579 417 424 436 rBV 496288 847014 32.34% 6.902%
4 7.183 690 697 707 rBV 502105 963728 36.80% 7.853%
5 7.529 748 756 767 rBV 529934 958974 36.62% 7.815%
6 7.988 827 834 842 rBV2 96160 161011 6.15% 1.312%
7 8.311 881 889 908 rBV 392022 717846 27 .41% 5.850%
8 9.151 1025 1032 1045 rBV 264213 550733 21.03% 4.488%
9 10.796 1304 1312 1331 rBV 84968 207511 7.92% 1.691%
10 13.240 1721 1728 1752 rBvV 809585 1384006 52.85% 11.278%
11 14.081 1865 1871 1881 rBvV3 36582 84396 3.22% 0.688%

12 14.621 1957 1963 1974 rBV 174333 306230 11.69% 2.495%
13 16.113 2210 2217 2234 rBV 707379 1252869 47.84% 10.210%
14 17.371 2424 2431 2447 rBV 215569 414103 15.81% 3.375%

15 17.488 2447 2451 2458 rVB6 17283 32298 1.23% 0.263%
16 18.258 2578 2582 2592 rBvV2 28647 60171 2.30% 0.490%
17 19.980 2868 2875 2890 rBY 1847204 2618734 100.00% 21.340%
18 21.290 3090 3098 3099 rBvVv6 14908 26809 1.02% 0.218%
19 21.631 3150 3156 3172 rBvV 273292 524921 20.04% 4.278%
20 22.400 3282 3287 3292 rBV3 19452 33409 1.28% 0.272%
21 23.088 3397 3404 3411 rBv4 24628 50870 1.94% 0.415%
22 23.276 3428 3436 3442 rBV2 36716 71179 2.72% 0.580%
23 23.869 3531 3537 3545 rBV2 28769 58484 2.23% 0.477%
24 24.803 3686 3696 3714 rBvV2 192167 602708 23.02% 4.911%
25 25.902 3875 3883 3884 rBV5 18712 34904 1.33% 0.284%
26 27.230 4099 4109 4114 rBV9 9755 29893 1.14% 0.244%
Sum of corrected areas: 12271380
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043729.D

Aca On : 20 Nov 2019 15:54

Operator : JU

Sample : K5904-08

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043729.D
1500000
1000000
5.58 7.18 7.53
500000 8.31
9.15
15 5.09 7.99 10.80
-yt - e — e -
Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043729.D
1998
1500000
1000000
13.24
16.11
500000
21.63
14.62 17.37
o 14.08 h Al4g 18.26 J 21.29 22.40
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: BG043729.D
1500000
1000000
500000
24.80
232828 2387 Aj\ 25.90 27.23
O e B I B 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\BG112019\
Data File : BG043729.D

Aca On : 20 Nov 2019 15:54

Operator :© JU

Sample = K5904-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

3.15 14.57 ng 117259 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 11 (3.152 min): BG043729.D (-6) (-) m/z 73.10 100.00%
7B
5000 43 o S
35 )] 3.20 3.30 3.40 3.50 3.60
Ol s e e e | M/Z 43.10 42 64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HASE IR U I UL U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 35.19%
fg L 80
G s S AR RS RARRS RARRS ALARS IR RS LA SRS RARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HESE IR U IR U U
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 30.41%
29 ‘
o 1, \“ Al es|lll, 80 |, 97 112 129
mz> 10 20 3 40 8 €0 70 80 % 160 110 130 130
Abundance #8379: 3-Pentanol, 2,4-dimethyl- R R R
73 3.20 3.30 3.40 3.50 3.60
m/z 45.10 13.87%
5000 55
43
s F ] 65 |, 83 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BG112019\
Data File : BG043729.D

Aca On : 20 Nov 2019 15:54

Operator :© JU

Sample = K5904-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 20.04 ng 161320 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 1.2-Butanediol 90 C4H1002 000584-03-2 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 341 (5.091 min): BG043729.D (-333) (-) m/z 43.10 100.00%
43
59
5000
101 N S N —
480 500 520 5.40
83
Ot 8Bl 73 8 Twm/z 59.10  66.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I LI L L
59 480 500 520 5.40
m/z 101.10 22 .99%
15 31 101
o | 25,71 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
" 480 500 520 540
5000 m/z 58.10 12 .94%
86
0 51‘\\\ I ?\9 ‘ 101
LR UL SR SR UL UL FULRLEL IR S SR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2294: 1,2-Butanediol
3 59 480 5.00 520 5.40
m/z 41.10 9.77%
5000
41
0 1 25My ‘L‘47 53 | 71 89
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043729.D

Aca On : 20 Nov 2019 15:54

Operator :© JU

Sample = K5904-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.53 Concentration Rank 1

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

7.53 119.12 ng 958974 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 756 (7.529 min): BG043729.D (-748) (-) m/z 132.00 100.00%
32
5000 68 /\_
2 75 4 oo 750 740 780 180
o..,....,....,...:,".'.‘.‘.7," L 0 £ A O - N m/z 68.10 39.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
2 78 m/z 134.10 31.64%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
AR LS LR R
7.20 7.40 7.60 7.80
5000 97 m/z 66.10 29.15%
70
31
. 4451 60| 77 g5 | 105 116 |,
iz 1 25 30 4o B b 10 b % 100 130 130 1% 150
Abundance #14491: 5-Aminoindole
132 7.20 7.40 7.60 7.80
m/z 69.10 18.39%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043729.D

Aca On : 20 Nov 2019 15:54

Operator :© JU

Sample = K5904-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.26 2.91 ng 60171 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2582 (18.258 min): BG043729.D (-2578) (-) m/z 73.10 100.00%
7B
41 60
5000 129
18.00 18.20 18.40 18.60
0! m/z 60.10 82.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43
5000 129
29 18.00 18.20 18.40 18.60
214 m/z 55.10 75.88%
143157
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43
18.00 18.20 18.40 18.60
5000 129 m/z 41.10 74 .41%
29 ; 185 228
01115 | 143,171
0 R I‘I‘ - ‘l"‘ : Inlu‘l il Iuh ‘: 'ﬂ-Hl‘ — \M; T e r |:|I-|5‘7|‘i“| : I‘wl Illgwgllzfl'? e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid
60 73 18.00 18.20 18.40 18.60
m/z 43.10 71.59%
43
5000
29 129 157 200
‘ T7 10045 s
0 .}.Sl.‘l..‘l‘.‘..‘.“..‘U.l”‘lﬁ.IH‘l‘..‘l‘.luu‘. I\M”” ..‘..}.8.5.. B AREREREEmEET
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\BG112019\
Data File : BG043729.D

Aca On : 20 Nov 2019 15:54

Operator :© JU

Sample = K5904-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Farnesol isomer a Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.28 2.36 ng 71179 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 90
2 trans-Farnesol 222 C15H260 000106-28-5 87
3 Saualene 410 C30H50 000111-02-4 86
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 86
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 78
Abundance Scan 3437 (23.282 min): BG043729.D (-3428) (-) m/z 69.10 100.00%
69
5000
4 95 121
149 281 23.00 23.20 23.40 23.60
203

e b L AES L S "m/z 81.05  47.35%

0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69
5000 41

23.00 23.20 23.40 23.60
93 m/z 41.10 21.22%
121
o dd b, S0t 0L 222
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69
23.00 23.20 23.40 23.60
5000 41 m/z 68.10 13.46%
136
A P R R S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69 23.00 23.20 23.40 23.60
m/z 121.10 12.32%
5000 a1
9% 137
REL LJ‘_Q ‘|d161 191 231 273209 341367 410 |
m/z--> 0 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112019\
Data File : BG043729.D

Acq On : 20 Nov 2019 15:54

Operator : JU

Sample - K5904-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.15 14.6 ng 117259 1 7.99 161011 20.0
2-Pentanone, 4-hy... 5.09 20.0 ng 161320 1 7.99 161011 20.0
unknown7 .53 7.53 119.1 ng 958974 1 7.99 161011 20.0
Tridecanoic acid 18.26 2.9 ng 60171 4 17.37 414103 20.0
Farnesol isomer a 23.28 2.4 ng 71179 6 24.81 602708 20.0

8270-BG102119.M Thu Nov 21 16:26:08 2019 Page: 8



