LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 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-BG012919.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

3.220 15 22 31 rBv2 100853 206760 6.46% 0.833%
3.296 31 35 44 rVB 48129 72986 2.28% 0.294%
rBv 38781 69487 2.17% 0.280%
4.236 179 195 201 rBV 102251 304602 9.51% 1.228%
4.988 315 323 330 rBV 54952 118762 3.71% 0.479%
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5.141 341 349 356 rBV 43342 87007 2.72% 0.351%
5.252 362 368 375 rvVB 58198 91198 2.85% 0.368%
rvB 1002204 1575820 49.22% 6.352%
7.308 710 718 729 rBV 1063280 1842097 57.53% 7.425%
7.696 775 784 791 rBV 978541 1669213 52.13% 6.729%

O © o~ O
ol
\l
=
o
D
w
\l
D
D
o
D
o
o

11 8.172 858 865 874 rBvV 199969 327341 10.22% 1.319%
12 8.495 912 920 928 rBV 671422 1144643 35.75% 4.614%
13 9.347 1057 1065 1074 rBvV 605038 1063352 33.21% 4._.286%
14 10.991 1338 1345 1352 rBV 283925 514516 16.07% 2.074%
15 13.418 1750 1758 1767 rBV 1567479 2432344 75.97% 9.805%

16 14.234 1892 1897 1903 rVB 101078 147100 4_59% 0.593%
17 14.792 1985 1992 2001 rBV2 470538 786198 24 .56% 3.169%
18 16.278 2238 2245 2256 rBV 1363180 2068426 64.60% 8.338%
19 17.536 2451 2459 2466 rBV 628822 1005381 31.40% 4._.053%
20 17.724 2484 2491 2500 rBV9 13419 35365 1.10% 0.143%

21 18.393 2599 2605 2616 rBV 193933 327358 10.22% 1.320%
22 19.539 2791 2800 2803 rBVS8 18134 55558 1.74% 0.224%
23 19.656 2816 2820 2828 rBV2 61816 102067 3.19% 0.411%
24 20.132 2895 2901 2907 rVB 2471291 3201731 100.00% 12.906%
25 20.584 2975 2978 2984 rBV5 19575 35949 1.12% 0.145%

26 20.902 3029 3032 3036 rBV3 29699 37455 1.17% 0.151%
27 21.424 3116 3121 3134 rVB 339870 504373 15.75% 2.033%
28 21.830 3183 3190 3197 rVB2 619390 1065812 33.29% 4._.296%
29 21.988 3213 3217 3228 rVB2 105513 183318 5.73% 0.739%
30 22.623 3319 3325 3337 rBV 193347 363871 11.36% 1.467%

31 23.345 3442 3448 3457 rVB2 176819 334952 10.46% 1.350%
32 24.197 3585 3593 3600 rBvV 230555 520304 16.25% 2.097%
33 25.208 3754 3765 3778 rVB3 443147 1400317 43.74% 5.645%
34 25.754 3851 3858 3868 rVB4 38101 104983 3.28% 0.423%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG012919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 26.388 3956 3966 3980 rVvB2 175397 575341 17.97% 2.319%

36 26.529 3980 3990 4002 rBV6 47396 165027 5.15% 0.665%
37 27.828 4202 4211 4218 rBV3 34333 111632 3.49% 0.450%

38 28.679 4350 4356 4357 rBv4 24038 38057 1.19% 0.153%

39 29.560 4497 4506 4507 rBvVS8 31262 70856 2.21% 0.286%

40 29.807 4537 4548 4550 rBvV8 17011 46445 1.45% 0.187%
Sum of corrected areas: 24808004
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance :
2500000 TIC: BG039437.D

2000000

1500000

1000000

8.49 9.35

500000

8.17 10.99

%30 3.84 ‘}-\24 4.9A 25

350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
TIC: BG039437.D

0
Time-->

Abundance
2500000

20.13

2000000

13.42

1500000 16.28

1000000

21.83

17.54

500000 14.79

18.39

14,23 272 19346

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
TIC: BG039437.D

Time-->
Abundance
2500000

2000000
1500000

1000000

500000 25.21

24.20

23.35 26.39

25.75 R6.53 27.83 28.68 29.58.81

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown3.30 Concentration Rank 14

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

3.30 4_.46 ng 72986 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 39
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 36 (3.302 min): BG039437.D (-31) (-) m/z 73.15 100.00%
7B
T A
320 340  3.60
o...,....-,'-.-..~‘.h,..|.,..8..,....,....,....,.... e m/z 43.15  35.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 T T
320 340  3.60
m/z 87.25 28.66%
Lotk
m/z--> 25 4b 65 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
o5 250w sk
5000 m/z 55.15 28.13%
3
015
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2054: 1,3-Dioxolane, 2-methyl- T L AL
73 320 340  3.60
m/z 71.25 13.20%
43
5000
58
i
0'Allhﬂ”'W””Wﬁqﬁ'”W'”W'”W'”'P“'P”'P'”P'”P'“P'”I” T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340  3.60

8270-BG012919.M Tue Feb 12 14:01:00 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown3.84 Concentration Rank 15

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

3.84 4.25 ng 69487 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 43
2 Ethanol. 2-T2-(2-methoxvethoxv)e... 206 C9H1805 003610-27-3 25
3 Oxirane. 2.3-dimethvl-. trans- 72 C4H80 021490-63-1 23
4 Oxirane. 2.3-dimethvl-., cis- 72 C4H80 001758-33-4 23
5 Acetamide, N-(2-hydroxyethyl)- 103 C4H9NO2 000142-26-7 17

Abundance Scan 128 (3.842 min): BG039437.D (-122) (-) m/z 43.25 100.00%
43
5000
59 73 U UL L R
88 3.60 3.80 4.00 4.20
o} m/z 45.15 47 .35%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2061: Propanoic acid, 2-methyl-
43
5000
27 3 3.60 3.80 4.00 4.20
! m/z 41.15 41.13%
55 88
0‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #66507: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-, acetate
43
3.60 3.80 4.00 4.20
5000 a7 m/z 59.15 19.70%
15
o “ I s | 103 18 120
miz--> T % % 40 B 6o % 8 % 160 130 130 130 140
Abundance #705: Oxirane, 2,3-dimethyl-, trans-
43 3.60 3.80 4.00 4.20

m/z 73.15 19.29%

5000 29
2 57 12
0.”“”.“ww.”w””ﬂh”“.”“”wi”w””,””“.”“”.“”w.”w. L“Hﬁ+ﬁ#?q£¥ﬁ#+ﬁJZL¥

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butanoic acid Concentration Rank 3

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

4.24 18.61 ng 304602 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 56
2 Silver butanoate 194 C4H7A002 005076-24-4 43
3 L-Serine. methvl ester 119 C4HONO3 002788-84-3 36
4 Butanoic acid. 4-chloro- 122 C4H7CIl02 000627-00-9 9
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9

Abundance Scan 196 (4.242 min): BG039437.D (-179) (-) m/z 60.15 100.00%
60
5000
| o 400 420 440 460
ol NS m/z 73.15 29.10%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2020: Butanoic acid
60
5000

4.00 4.20 4.40 4.60
»7 m/z 41.25  22.35k

‘88
0‘—v—rlull|'--‘-|----|----|----|----|----|----|----|----|-

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56567: Silver butanoate

4.00 4.20 4.40 4.60
5000 m/z 42.15 18.61%

28 303
0 L) 197 140 & 246274 ﬂ 347 3% 443 495
4 ||||||||||||||||||| LI L L L L L L B

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #9044: L-Serine, methyl ester
60 4.00 4.20 4.40 4.60
m/z 43.20 17.30%
5000 88
] — S S i
mz--> 0 50 100 150 200 250 300 350 400 450 500 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butanoic acid, 3-methyl- Concentration Rank 8

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

4.99 7.26 ng 118762 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 78
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 72
3 Pentanoic acid 102 C5H1002 000109-52-4 38
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 9
5 Benserazide 257 C10H15N305 000322-35-0 9

Abundance Scan 323 (4.988 min): BG039437.D (-315) (-) m/z 60.15 100.00%

60
5000 43

87 T Trrr LU UL TrrrT L
wh|51 69 | 460 480 500 520 540
O R L R L B m/z 43.15 40.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4275: Butanoic acid, 3-methyl-
60
5000 LA L L L L L L L L L
43 460 4.80 5.00 5.20 5.40
g7 m/z 41.15 29.76%
27
0 15 L 37' | | 53.: il 6:9 | 101
B LN B o o e o N N AARAREE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8133: Pentanoic acid, 3-methyl-
60
460 4.80 5.00 5.20 5.40
5000 m/z 45.15 23.68%
87
0 “\h7 saH | 6773 81 | 9 101 us
,,,,, T T T T
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #4246. Pentanoic acid
60 460 4.80 5.00 5.20 5.40
m/z 39.15 20.82%
5000
73
27
o..,.%?.,...w,....w,\ﬂ.k‘?,?%. S R A N
m/z--> 10 20 30 50 60 70 80 90 100 110 120 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butanoic acid, 2-methyl- Concentration Rank 13

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

5.14 5.32 ng 87007 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 78
2 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 42
3 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 33
4 Propanoic acid 74 C3H602 000079-09-4 25
5 Oxirane, (butoxymethyl)- 130 C7H1402 002426-08-6 17

Abundance Scan 349 (5.141 min): BG039437.D (-341) (-) m/z 74.10 100.00%
57 2
41
5000
87
||@|| | 480 500 520 540
Obrreprrrprr e et e b b e ey m/z 57.10 86.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4278: Butanoic acid, 2-methyl-
2
29 57
41
5000
480 5.00 520 5.40
87 m/z 41.15 59.06%
0 15 I|| | |I| 50 | 102
'“I”'W'”'P'”I“'W'“'P'“I"W'”'P'”I“'W'“'P'“I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13442: Hexanoic acid, 2-methyl-
2
480 5.00 520 5.40
5000 m/z 87.15 27 .22%
27 s 87
60
o Mk 36/||| 53, o7 \‘ ‘ 94 101108115 130
miz--> P A R e s
Abundance #8128: Pentanoic acid, 2-methyl-
74 480 5.00 520 5.40
m/z 56.15 21.76%
5000 43
87
0 15 \\ \‘ 67\“ ‘ 101 117
m/z--> 10 20 30 40 55 eb 70 80 90 160 110 120 130 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.25 5.57 ng 91198 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 368 (5.252 min): BG039437.D (-362) (-) m/z 43.15 100.00%
a3
59
5000
1ot 500 520 540 5.60
83 : : : :
0...,....,....,....',':...5,0...-.,'....,.7?..,.-...,...:,|....,....,... m/z 59.15 53.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RN LS RS AR A
5.00 520 5.40 5.60
m/z 101.15 16.84%
15 3 101
o 25,7 37, 53, 83
T A e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8358: 2-Hexanol, 2-methyl-
59
500 520 540 5.60
5000 m/z 58.15 15.64%
43 101
0 ...,.%?.,...MU...JJJJ..,??ht,...??....,??.. INEEDESSEBUDRED B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2296: 1,2-Butanediol R REASE AR e S
59 5.00 520 5.40 5.60
m/z 41.20 8.16%
5000
31
o ‘ \\ s3] 7 89 117
m/z--> 10 20 30 ' 50 60 70 80 90 100 110 120 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1

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

7.70 101.99 ng 1669210 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 785 (7.702 min): BG039437.D (-775) (-) m/z 132.15 100.00%
132
5000 68
4 54 ‘ 75 % 03 740 7.60 7.80 8.00
0..,....,....,....-,“.'.‘.‘.?,.'.'..?:1!-.'.|,..':-.,..5.3.7,....,.'!..,.1.1.5.,....,"...,... m/z 68.15 42.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A
a1 o7 7.40 7.60 7.80 8.00
53 - 117 m/z 134.15 33.45%
. - ;h‘,l, _ i.,|,., 60.), !'. il B3] 105 ,I,.Illgé}l 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
740 7.60 7.80 8.00
5000 m/z 66.15 29.32%
104
ol 14 27 37 44 51 5 % T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e
132 7.40 7.60 7.80 8.00
m/z 69.15 16.38%
5000
92
65
. g P s 7 1, |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.39 6.51 ng 327358 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Nonanoic acid 158 C9H1802 000112-05-0 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 2604 (18.387 min): BG039437.D (-2599) (-) m/z 43.20 100.00%
57 78
5000
129
97 115 213 LN R BN
1431571711851 99 256 296 18.00 18.20 18.40 18.60 18.80
o} m/z 73.15 99.10%
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 AR AR DR PN
18 00 18 20 18. 40 18 60 18. 80
157171785 213 m/z 60.15 97.68%
o 199
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95854: Pentadecanoic acid
48 73
2 || 5 18.00 18,20 18.40 18.60 18.80
5000 m/z 57.20 89.22%
, 129 242
e e
Oty
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid i E e s p e Rt e
78 18.00 18.20 18.40 18.60 18.80
43 m/z 55.15 84 .75%
5
5000 129
185 228
115
1 143 171
0 I""I' ﬁ. ]TH\ H‘ |‘||||||||| I‘”llglglg:ll'?”\”””  ARRRRRRES Sl LA e ittt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1800 1820 1840 1860 1880
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.42 9.46 ng 504373 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 3120 (21.419 min): BG039437.D (-3116) (-) m/z 57.25 100.00%
57
5000 T W’VJLM\
T 55 Yl 216 e
139 : : : :
oL ,'.J...l. Ak M08 106 224 251 280 o~ m/z 43.25 78.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
5000 L S UM S B
21120 21.40 21.60 21.80
29 125 m/z 55.15 66.68%
0 | I |l 154 132 210 238 283 384
m/z--> 50 150 200 2%0 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 21,20 21.40 21.60 21.80
5000 m/z 83.20 49.60%
111
2 ( ‘ 169
oL L LS9 T 028 ass e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate e T R
57 21.20 21.40 21.60 21.80
97 m/z 69.15 46.14%
5000
29 125
o J ) ;154 182 210 238 283 334
m/z--> 50 100 @ 200 250 300 350 400 21120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.99 3.44 ng 183318 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 3217 (21.988 min): BG039437.D (-3213) (-) m/z 57.25 100.00%
7
5000 85 ‘/\/\JMH
113 21.60 21.80 22.00 22.20 22.40
141
ob A b g [ 188 225047 281 425 T35 59550
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 BERARRUNARRUAER
mmmmnmnmnm
m/z 71.25 55.90%
29
oL L. J J / 11f1‘169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3éo 460
Abundance #153222: Docosane
57
21/60 21.80 22.00 22.20 22.40
5000 85 m/z 85.25 47 .31%
. 2001 | ) M8 141 160 197 225 253 281 310
m/z--> §o 160 1%0 260 250 360 3éo 460
Abundance #100330: 2-Bromo dodecane A B o
57 21.60 21.80 22.00 22.20 22.40
m/z 55.20 17 .45%
5000 85
29 113 169
I 1 T A B e
m/z--> 50 100 150 200 250 300 350 400 mmmmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 14 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.62 6.83 ng 363871 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3325 (22.623 min): BG039437.D (-3319) (-) m/z 57.25 100.00%
g7
U UL SN BN B
113 141 22.40 22.60 22.80 23.00
o3 ,I. b i L 109 107 225 253 281 309 355 | 177 43.25  59.20%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
g7
5000 85 LU B I BN B
29 2240 22.60 22.80 23.00
m/z 71.25 50.34%
o Jod 11113 141 169 197 225 253 282
m/z--> 50 100 1%0 260 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
" 22.40 22,60 22.80 23.00
5000 85 m/z 85.25 39.52%
0 A “J‘ . JJ1}3 (141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane R
57 22.40 22.60 22.80 23.00
m/z 55.15 20.08%
5000 85
29
. [ 1L ) M8 141 169 107 205 253 296
m/z--> 50 100 150 200 250 300 350 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 15 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.35 6.29 ng 334952 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Docosane 310 C22H46 000629-97-0 83
Abundance Scan 3449 (23.351 min): BG039437.D (-3442) (-) m/z 57.25 100.00%
g7
113, ..155 23.00 23.20 23.40 23.60
0 ....l,‘..'.l.l, A3 0 183 225 252 282 385 | njz 43.20 51.02%
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 UVABLUVABSUARARARRE &
85 23.00 23.20 23.40 23.60
m/z 71.20 48.16%
0 %? Il | ;113 141 169 197 225 253 281 323 351 380
m/z--> 0 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
23.00 23.20 23.40 23.60
5000 m/z 85.20 35.91%
85
29
o [ Ll L 48 141 160 107 205 253 282
m/z--> 0 50 100 1éo 200 250 300 350
Abundance #141425: Heneicosane A B I S
57 23.00 23.20 23.40 23.60
m/z 55.15 22.92%
5000 85
29
o M | M 141 160 107 225 253 206
m/z--> 0 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 17 Nonadecane, 9-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
26.39 8.22 ng 575341 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 3966 (26.388 min): BG039437.D (-3956) (-) m/z 57.25 100.00%
g7
LN DR SR
113 26.00 26.20 26.40 26.60 26.80
141
ol b L 7y, 18 100 107 225 267 205 m/z 43.25 55.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
5000 U AR AR N
2600 26.20 26.40 26.60 26.80
140 ;oo m/z 71.20 51.88%
ol 211 238 267
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
26.00 26,20 26.40 26.60 26.80
5000 85 m/z 85.20 36.62%
. 29 j | 111}34 141 169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350
Abundance #141425: Heneicosane AR n s B e e
57 26.00 26.20 26.40 26.60 26.80
m/z 55.15 21.02%
5000 85
29
. | “I || |MB 141 160 197 205 253 206
m/z--> 50 100 150 200 250 300 350 26.00 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039437.D

Aca On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample : K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 18 Trifluoroacetoxy hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
26.53 2.36 ng 165027 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
Abundance Scan 3990 (26.529 min): BG039437.D (-3980) (-) m/z 57.15 100.00%

57
5000 8

o 36 i, l 234 281 306 355
4

26 20 26. 40 26. 60 26. 80
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97

m/z 43.15 78 .75%

5000 '||||| IlllllllIIIII
26 20 26.40 26.60 26.80
m/z 55.15 65.90%

29

L,

154 196 224 269 320

m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
R B e
97 26.20 26.40 26.60 26.80
5000 m/z 69.15 52.45%
o AL Ll Taee 22 o0 ax
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate I R e A RARRE TS
57 26.20 26.40 26.60 26.80
a3 m/z 83.15 51.69%
5000
111
29
m/z--> 50 100 150 200 250 300 350 400 26 20 26. 40 26. 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021119\
Data File : BG039437.D

Acq On : 11 Feb 2019 16:54

Operator : JU/SJ

Sample - K1424-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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]
unknown3.30 3.30 4.5 ng 72986 1 8.17 327341 20.0
unknown3 .84 3.84 4.3 ng 69487 1 8.17 327341 20.0
Butanoic acid 4.24 18.6 ng 304602 1 8.17 327341 20.0
Butanoic acid, 3-... 4 .99 7.3 ng 118762 1 8.17 327341 20.0
Butanoic acid, 2-... 5.14 5.3 ng 87007 1 8.17 327341 20.0
2-Pentanone, 4-hy... 5.25 5.6 ng 91198 1 8.17 327341 20.0
unknown7 .70 7.70 102.0 ng 1669210 1 8.17 327341 20.0
n-Hexadecanoic acid 18.39 6.5 ng 327358 4 17.54 1005380 20.0
Pentafluoropropio... 21.42 9.5 ng 504373 5 21.83 1065810 20.0
Heneicosane 21.99 3.4 ng 183318 5 21.83 1065810 20.0
Eicosane 22.62 6.8 ng 363871 5 21.83 1065810 20.0
Heptacosane 23.35 6.3 ng 334952 5 21.83 1065810 20.0
Nonadecane, 9-met... 26.39 8.2 ng 575341 6 25.21 1400320 20.0
Trifluoroacetoxy ... 26.53 2.4 ng 165027 6 25.21 1400320 20.0
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