LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\

Data File : BG043485.D

Aca On : 4 Nov 2019 17:50 Instrument :
Operator : JU BNA_G
Sample - K5623-02 ClientSampleld :
Misc : PAT-TOTE

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 3.181 10 16 29 rvB 732791 1321351 43.07% 6.312%
2 5.114 339 345 353 rBV 85483 138809 4_.52% 0.663%
3 5.602 420 428 442 rBV 506641 905212 29.51% 4.324%
4 7.200 691 700 718 rBV2 362707 831860 27.12% 3.973%
5 7.553 750 760 772 rBV 731420 1335543 43.53% 6.379%
6 8.011 831 838 846 rBV2 172676 299686 9.77% 1.431%
7 8.334 886 893 904 rBV 561588 1013308 33.03% 4 .840%
8 9.174 1028 1036 1047 rBV 389769 764332 24.91% 3.651%
9 10.814 1308 1315 1327 rBV 198348 396553 12.93% 1.894%
10 11.577 1439 1445 1456 rBV2 181227 537008 17 .50% 2.565%

11 13.264 1723 1732 1741 rBV 1239785 1999669 65.18% 9.552%
12 14.016 1857 1860 1865 rBv4 19886 39919 1.30% 0.191%
13 14.092 1867 1873 1884 rVB 340098 535879 17.47% 2.560%
14 14.639 1960 1966 1975 rVB2 371471 586282 19.11% 2.800%
15 15.009 2025 2029 2035 rBV5 24144 34368 1.12% 0.164%

16 15.925 2181 2185 2190 rBV 18108 30793 1.00% 0.147%
17 16.131 2213 2220 2233 rBV 1094241 1779541 58.01% 8.500%
18 17.388 2427 2434 2443 rBV 423537 689091 22.46% 3.292%
19 18.046 2543 2546 2551 rVB7 30364 39772 1.30% 0.190%
20 18.287 2581 2587 2600 rBV 576992 943948 30.77% 4 _509%

21 18.493 2619 2622 2630 rVB2 29935 48441 1.58% 0.231%
22 19.239 2746 2749 2753 rVB3 26626 30965 1.01% 0.148%
23 19.550 2797 2802 2812 rBV 276589 413589 13.48% 1.976%
24 19.997 2873 2878 2888 rBV 2343729 3067781 100.00% 14.654%
25 21.295 3094 3099 3109 rBvV 312270 513197 16.73% 2.451%

26 21.654 3154 3160 3170 rBV 461602 781355 25.47% 3.732%
27 22.441 3291 3294 3299 rVB2 57717 81137 2.64% 0.388%
28 23.129 3405 3411 3416 rBvV 102494 194917 6.35% 0.931%
29 23.916 3540 3545 3553 rBV3 108601 240263 7.83% 1.148%
30 24.856 3696 3705 3718 rVB3 401849 1116482 36.39% 5.333%

31 25.966 3890 3894 3904 rVB2 80982 224239 7.31% 1.071%

Sum of corrected areas: 20935290
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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

Abundance

2000000

1500000

1000000

500000

TIC: BG043485.D

3.18 7.55

5.60 8.33
7.20 9.17

5.11 A “k iﬁl A 1??1 1?Si¥

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG043485.D
20L00

13.26
16.13

18.29 21.65

14.09 14.64 17.39 21.30
22.44
14002 15.01 1591L¥‘ 18.0518.49  19.24

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

2000000

1500000

1000000

500000

TIC: BG043485.D

24.86

2313 23.92 25.97
A~ ~

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\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 2

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

3.18 88.18 ng 1321350 1,4-Dichlorobenzene-d4 8.01
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 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 16 (3.181 min): BG043485.D (-10) (-) m/z 73.10 100.00%
7B ?
5000 43
55 87
‘ 155 172 207 3.20 3.30 3.40 3.50 3.60
e e 285 A2 207 1 Thyz 43,10 37.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
<}
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 28.35%
'”'I”L'J\”'I"“I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 o 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 28.15%
29
'}?P"'I”"I"'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.34%
5000 43 87 W\N/\\\h
15 72
'"'ww"$"?%'l'l“"l“"l“"l“"l“"l“"l“" R IUNRAN UL URAE AR R
m/z--> 20 40 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\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 8

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

5.11 9.26 ng 138809 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 2-Pentanol, 5-methoxy-2-methyl- 132 C7H1602 055724-04-4 23

Abundance Scan 344 (5.109 min): BG043485.D (-339) (-) m/z 43.10 100.00%
43
59
5000
i T o o o
73 : : : :
S ..!|,....,....,....,....,.... rrprerr e ee2oe || m/z 59.10  62.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L I
59 480 500 520 540
m/z 101.10 22 .68%
27 ) | e 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8358: 2-Hexanol, 2-methyl-
59
480 500 520 540
5000 m/z 58.10 16.13%
43 101
il e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59 4.80 5.00 520 5.40
m/z 41.05 10.78%
5000
41
2 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 unknown7.55 Concentration Rank 1

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

7.55 89.13 ng 1335540 1,4-Dichlorobenzene-d4 8.01
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 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 760 (7.553 min): BG043485.D (-750) (-) m/z 132.10 100.00%
132
5000 68 /\_
40 ‘ 75 e 720 7.40 7.60 7.80
54 g2 104
SN IRV M :.'..|,....,.5.“‘?.,..J.,.'!..,.l.l?.,....,'...,.. m/z 68.10 42.17%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A IS I I I B
7.20 7.40 7.60 7.80
78 m/z 134.00 32.47%
31 38 4, 51 | |
“'WL“WVIHJL'W'“!V'“l“'w'“'w'“l“'w'“'l”“l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
LA L I UL L I
7.20 7.40 7.60 7.80
5000 97 m/z 66.10 30.15%
70
31
| s ® | 77 8 | 105 e ‘
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132 7.20 7.40 7.60 7.80

m/z 69.10 19.16%

5000
67
80 91
45 54
‘ 60 | 74| | o7 106 117 |
....,....,....,....,....,....,....,....,....,....,...., —

m/z--> 30 40 50 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\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 unknownll.58 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.58 27.08 ng 537008 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 3-(methvlthio)- 130 C5H6S2 020731-74-2 32
2 3-(I1.2.41Triazol-4-vlamino)-3H-... 216 C10H8N402 1000300-48-4 30
3 1H-Indole. 3-methvl- 131 C9HON 000083-34-1 28
4 Methamphetamine. N-trimethvisilvl- 221 C13H23NSi 1000297-92-8 25
5 Carbonic acid, butyl 3,5-difluop... 230 C11H12F203 1000357-84-1 17
Abundance Scan 1445 (11.577 min): BG043485.D (-1439) (-) m/z 130.00 100.00%
30
5000 43 ]\nyvxwv,k_,“
11.20 11,40 11.60 11.80 12,00
m/z 43.05 42 _.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13217: Thiophene, 3-(methylthio)-
115
5000
45 71 97 11.20 11.40 11.60 11.80 12.00
84 m/z 131.00 40.92%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73791: 3-([1,2,4] Triazol-4-ylamino)-3H-isobenzofuran-1-one
130
105 11.20 11.40 11.60 11.80 12,00
5000 148 m/z 97.00 33.68%
I H \
m m \\ , H ur A7 ie71ee |
m/z--> 20 100 120 140 160 180 200 220
Abundance #13979.1Hlndme,34nemyL R L Rmaa ma e S e
130 11.20 11.40 11.60 11.80 12.00
m/z 214.00 24 .86%
5000 [\wa&MWMNVMMHW
77
16 27 39 1 65 | gg 1?3114 |
m/z--> 20 40 60 % 100 120 140 160 180 200 220 1120 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.29 27.40 ng 943948 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2587 (18.287 min): BG043485.D (-2581) (-) m/z 73.05 100.00%

73
43

5000

[

18.00 18.20 18.40 18.60
m/z 60.10 82.30%

281 300

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 LI L L L L LB LB
18 00 18. 20 18 40 18 60
m/z 43.10 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72646: Tridecanoic acid
43 L&
T T T T T
18.00 18.20 18.40 18.60
5000 m/z 55.10 73.20%
2 ‘ 129 171 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid AR EESa e
43 73 18.00 18.20 18.40 18.60
m/z 41.10 71.33%
5000 129
i
”qﬂhﬂﬂn A e mESm R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 7 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.55 10.59 ng 413589 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 2802 (19.550 min): BG043485.D (-2797) (-) m/z 73.10 100.00%

5000

:

19.20 19.40 19.60 19.80
m/z 43.10 93.15%

m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid

8

5000

19 20 19. 40 19. 60 19. 80

m/z 60.10 84 .88%

m/z--> 50 100 150 200 250 300 350 400
Abundance #39474: n-Decanoic acid

%

129 19.20 19.40 19.60 19.80
5000 m/z 57.10 80.21%
43
W ﬁ it B O
L NI
m/z--> 50 100 150 200 250 300 350 400
Abundance #84452: Tetradecanoic acid T
73 19.20 19.40 19.60 19.80
43 m/z 55.10 78 .50%
5000 129
185
V 97 228
?'Q“.Ul”.‘i..'w.‘“lt‘.“.“l.{::-5‘.?.‘..%..{.. — R = S
m/z--> 50 100 150 200 250 300 350 400 19 20 19. 40 19. 60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 8 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.30 13.14 ng 513197 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 E-14-Hexadecenal 238 C16H300 330207-53-9 97
3 1-Octadecene 252 C18H36 000112-88-9 96
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
5 1-Tricosene 322 C23H46 018835-32-0 95

Abundance Scan 3100 (21.301 min): BG043485.D (-3094) (-) m/z 55.10 100.00%

(6]

P 83
5000 111

21.00 21.20 21.40 21.60

‘ l L139 181 210 245268291 317342 378 406429

o 1) A o m/z 57.10 91.96%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
5000 LA L L L L L LB B |
29 21.00 21.20 21.40 21.60
195 m/z 83.10 81.70%
J,| i | J 153 181 308
Ty e
m/iz--> 0 50 150 200 250 300 350 400
Abundance #92510: E-14-Hexadecenal
43
83 T
21.00 21.20 21.40 21.60
5000 m/z 43.10 74.36%
111
L 016810 28
-t e e
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene N B B
57 21.00 21.20 21.40 21.60
83 m/z 69.10 72.96%
5000
29 111
L ‘ | h1?9‘168 196 224 252
e e e e e )
m/iz--> 0 50 100 150 200 250 300 350 400 21. 00 21. 20 21. 40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 9 Bacchotricuneatin c Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.44 2.08 ng 81137 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Nonadecane 268 C19H40 000629-92-5 92
3 Octadecane 254 C18H38 000593-45-3 89
4 Hexadecane 226 C16H34 000544-76-3 76
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 3294 (22.441 min): BG043485.D (-3291) (-) m/z 57.10 100.00%
57
5000 85
113 o0 9940 9960 9oen
155 197 226251 281304 333 22.20 22.40 22.60 22.80
AL 397,226251 281300 333 78403 a6 | S 0 ey
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #178298: Bacchotricuneatin ¢
m 112
5000 LRI UL SRR BRI U
nmnmnmnm
m/z 71.10 53.34Y%
ﬁs 191516 245 342
|y il 312
m/z--> 6 §o 100 1%0 260 2%0 300 350 460 4éo
Abundance #117637: Nonadecane
57
2220 22140 22:60 22.80
5000 85 m/z 85.10 41.51%
29
Il L] M8 141 169 107 268
m/z--> 6 §o 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #105883: Octadecane EREEEEES S S
57 22.20 22.40 22.60 22.80
m/z 55.10 33.12%
5000 85
29
s 3 B0 10 1% 200 2o o mo w0 4k 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 10 Heptadecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.13 4.99 ng 194917 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 93
3 Hexacosane 366 C26H54 000630-01-3 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3411 (23.129 min): BG043485.D (-3405) (-) m/z 57.10 100.00%
57
5000 i JW
J 113 22.80 23.00 23.20 23.40
155183 : : :
T ||, L ipindd (20228, 295 S28307 397429 4TS hyz 71.10  63.67%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #141425:; Heneicosane
57
5000 85 AUV BARER

22. 80 23. 00 23. 20 23.40
29 m/z 43.10 61.95%

I |13 141 169 197 205 255 206

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105891: Heptadecane, 3-methyl-

;

22.80 23.00 23.20 23.40
m/z 85.10 48.64%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450

5

Abundance #194494: Hexacosane R AR BERREEEEEE R
7 22.80 23.00 23.20 23.40
m/z 55.10 25.39%
o i W
113
29| | |, 141169 197 225253 295 366
i P e e R A R
mz-> 0 50 100 150 200 250 300 350 400 450 22:80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 11 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.92 4_.30 ng 240263 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Tricosane 324 C23H48 000638-67-5 91
3 Docosane 310 C22H46 000629-97-0 91
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3546 (23.922 min): BG043485.D (-3540) (-) m/z 57.10 100.00%

57
5000 85

113141 1pq 207 23.60 23.80 24.00 24.20
168 255283309 341 370 401
ANM AT A8, ST 285283300 SAL370 401 445 806 | 7o 43 10 68.26%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
5000 LA L L L L L LB B |

23.60 23.80 24.00 24.20
m/z 71.10 66 .33%

113 141 169197 225 253 281 309 338
miz--> 50 100 150 200 250 300 350 400 450 500

Abundance #164578: Tricosane

¥

23.60 23.80 24.00 24.20
m/z 85.10 47 .25%

5000

113 324
141169197 239267 g5

-

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153221: Docosane o S MM
57 23.60 23.80 24.00 24.20
m/z 55.10 28.18%
- T ﬂf&mwMMmmwwv/\VWWﬁWWMwwWMA
29 310
113
J1?1169197225253281

IlllIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 23 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 12 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.97 4.02 ng 224239 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Nonadecane 268 C19H40 000629-92-5 83
3 Heneicosane 296 C21H44 000629-94-7 64
4 Hexadecane 226 C16H34 000544-76-3 60
5 2-methyloctacosane 408 C29H60 1000376-72-8 58
Abundance Scan 3895 (25.972 min): BG043485.D (-3890) (-) m/z 57.10 100.00%

5000

i

25.60 25.80 26.00 26.20
m/z 71.10 56.51%

197220244 283 314 342365 399 425

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L L L I
25.60 25.80 26.00 26.20
113 m/z 43.10 46.60%
290 |1y | |7y 14,169 211 239 267 295 323 352
o e L T W S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57
R e R A
8 25.60 25.80 26.00 26.20
5000 > m/z 85.10 38.27%
29
L M3,141 169 197 268
— A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane e B e
57 25.60 25.80 26.00 26.20
m/z 41.10 23.00%
5000 85
29
| ‘ M3 141 169 107 205 253 296
o e e T R i T L R B e pam
m/z--> 0 50 100 150 200 250 300 350 400 25. 60 25. 80 26 00 26.20

8270-BG102119.M Tue Nov 05 18:04:42 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043485.D

Aca On : 4 Nov 2019 17:50

Operator :© JU

Sample = K5623-02

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 13 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.97 4.02 ng 224239 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 99
2 Eicosane 282 C20H42 000112-95-8 96
3 Octacosane 394 C28H58 000630-02-4 94
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 94
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3895 (25.972 min): BG043485.D (-3890) (-) m/z 57.10 100.00%
57
5000 85 /\/\’M/\M
L UN R SN U I
113 153,.,197220 283 314 25.60 25.80 26.00 26.20
e A il W JASIE02 P00 00342805 89425 1 n/z 71.10  56.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 A A AU B
%m%m%m%m
113 m/z 43.10 46 .60%
290 | | | e 211 239 267 295 323 352
m/z--> 55 160 1éo 200 250 360 3éo 460
Abundance #129492: Eicosane
57
25,60 25.80 26.00 26.20
5000 m/z 85.10 38.27%
85
29
| ‘ | | ;13 141 169 107 225 253 282
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #209565: Octacosane e B e
57 25.60 25.80 26.00 26.20
m/z 41.10 23.00%
h T W
29 113 141
[ L] 4 7] 241 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 360 3éo 460 2560 2580 2600 2620 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110419\
Data File : BG043485.D

Acq On > 4 Nov 2019 17:50

Operator : JU

Sample - K5623-02

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... 3.18 88.2 ng 1321350 1 8.01 299686 20.0
2-Pentanone, 4-hy... 5.11 9.3 ng 138809 1 8.01 299686 20.0
unknown7 .55 7.55 89.1 ng 1335540 1 8.01 299686 20.0
unknownll1.58 11.58 27.1 ng 537008 2 10.82 396553 20.0
n-Hexadecanoic acid 18.29 27.4 ng 943948 4 17.39 689091 20.0
Octadecanoic acid 19.55 10.6 ng 413589 5 21.65 781355 20.0
1-Docosene 21.30 13.1 ng 513197 5 21.65 781355 20.0
Bacchotricuneatin c 22.44 2.1 ng 81137 5 21.65 781355 20.0
Heptadecane, 3-me... 23.13 5.0 ng 194917 5 21.65 781355 20.0
Tetracosane 23.92 4.3 ng 240263 6 24.85 1116480 20.0
Nonadecane 25.97 4.0 ng 224239 6 24.85 1116480 20.0
Pentacosane 25.97 4.0 ng 224239 6 24.85 1116480 20.0
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