LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118242.D

Aca On : 17 Dec 2019 22:40

Operator :© JU

Sample : K6324-03

Misc :

ALS Vial : 19 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 F\METHODS\8270-BF120619 .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 2.134 3 8 20 rvB 280945 388543 15.58% 1.788%
2 5.069 503 507 518 rVB 302885 358713 14.38% 1.651%
3 5.481 572 577 597 rBY 2180730 2067267 82.88% 9.513%
4 6.493 744 749 768 rBVY 2298872 2190343 87.82% 10.080%
5 6.628 768 772 776 rBVY 2632468 2355635 94.44% 10.840%
6 6.857 808 811 828 rVB 820103 680992 27.30% 3.134%
7 7.016 834 838 841 rBVY 2253985 1821413 73.03% 8.382%
8 7.422 903 907 924 rBVY 1379355 1329675 53.31% 6.119%
9 8.145 1026 1030 1047 rBV 927184 848664 34.03% 3.905%
10 9.222 1209 1213 1229 rBV 2642907 2494226 100.00% 11.478%
11 9.622 1277 1281 1292 rBV 97476 92734 3.72% 0.427%

12 9.910 1326 1330 1343 rBV 1046686 913964 36.64% 4._.206%
13 10.698 1460 1464 1480 rBV 1444783 1359850 54.52% 6.258%
14 11.398 1580 1583 1593 rBV 792654 778477 31.21% 3.582%
15 11.922 1669 1672 1684 rBV2 76478 92279 3.70% 0.425%

16 12.992 1850 1854 1857 rBV 2210591 1978333 79.32% 9.104%
17 13.886 1999 2006 2018 rBV 160590 283327 11.36% 1.304%
18 14.051 2031 2034 2044 rVB 743936 733966 29.43% 3.378%

19 14.210 2057 2061 2064 rBvV 31455 27926 1.12% 0.129%
20 14.510 2109 2112 2115 rBV 47399 56248 2.26% 0.259%
21 14.821 2162 2165 2169 rBV 55461 54568 2.19% 0.251%
22 15.168 2220 2224 2230 rBV 57169 66065 2.65% 0.304%
23 15.545 2283 2288 2297 rBV 451453 660699 26.49% 3.040%
24 15.998 2362 2365 2370 rVB2 47330 64376 2.58% 0.296%
25 16.515 2450 2453 2457 rBV5 22808 32019 1.28% 0.147%
Sum of corrected areas: 21730302
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118242.D

Aca On : 17 Dec 2019 22:40

Operator :© JU

Sample - K6324-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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: BF118242.D
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Abundance TIC: BF118242.D
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Abundance TIC: BF118242.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118242.D

Aca On : 17 Dec 2019 22:40

Operator :© JU

Sample - K6324-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 3

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

2.13 11.41 ng 388543 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 7 (2.128 min): BF118242.D (-3) (-) m/z 73.05 100.00%
7B
5000 J\
43
=° 87 U R A IUUL U
| 220 2.30 2.40 2.50
S (L NS PR AN R — m/z 43.10 35.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 U AR AR A LR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.05 25.62%
?9 35 1] | 67 |
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
7B
U R U SUUL U
2.20 2.30 2.40 2.50
5000 m/z 55.05 25.11%
45
29
‘ 3‘9“\ » 67 | 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1995: Silane, tetramethyl- P
7B 2.20 2.30 2.40 2.50
m/z 41.05 11.68%
5000
43
2 15 29 36 || 5359 65 | 88
m/z--> O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118242.D

Aca On : 17 Dec 2019 22:40

Operator :© JU

Sample - K6324-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 4

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

5.07 10.54 ng 358713 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF118242.D (-503) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
51 69 83
'”I””P”W'”W””P”'PAL””P'”H”W”dl””P”W””I””P”W m/z 59.00 63.32%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I LS IR L
59 480 500 520 540
m/z 101.00 23.71%
"'v"'l“"l'“”ﬁ%“'T’“'l'”'|"“l"“lg?'wg?'%ﬁ%"v"'v"'v"'v"'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 16 .59%
68
”'I”"P"W"”I'“Jhk'ﬁq“hi'”ll”"P"W"”I'”'I”"P%?ﬁ"”%Q%'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone R AR AR
43 480 5.00 5.20 5.40
m/z 41.10 9.77%
5000
15
58
27
'”E”WA”PJH””“”W””P”W””P”W””P”W””P”W””P”W RN RN LS IR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118242.D

Aca On : 17 Dec 2019 22:40

Operator :© JU

Sample - K6324-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 69.18 ng 2355640 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF118242.D (-768) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 : : : :
[ | Weus | m/z 68.10 37.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR LRI LS IR
6.20 6.40 6.60 6.80 7.00
21 78 m/z 134.00 32.29%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 24 .56%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! EEEEEREARS - REEERRES
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.78%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN | Y | G —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118242.D

Aca On : 17 Dec 2019 22:40

Operator :© JU

Sample - K6324-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.37 ng 92279 Phenanthrene-d10 11.40
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 52
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38
Abundance Scan 1672 (11.922 min): BF118242.D (-1669) (-) m/z 73.00 100.00%
43 73
60
5000 129
157 213 AR UL AN SRR
| ” | 115 | 143 | 171185 199 | 256 11.60 11.80 12.00 12.20
e Al L T L A9 1 Tm/z 43.05  88.554%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/ 41.10 81.98%
LITJl 143187171185 | 0 213 ‘ 0
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 60.00 78.42%
29
5
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid R i  ERmmaa
73 11.60 11.80 12.00 12.20
60 m/z 55.10 75.64%
5000 43 129
185
115 143 171 228
,h\\,j‘_,‘,\ Al N N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118242.D

Aca On : 17 Dec 2019 22:40

Operator :© JU

Sample - K6324-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.72 ng 283327 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2007 (13.892 min): BF118242.D (-1999) (-) m/z 57.05 100.00%
57 83
13,60 13.80 14.00 14.20
el m/z 43.10 97 .44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
56
83
5000 L UL B S B
11 13.60 13.80 14.00 14.20
29 m/z 83.05 85 .58%
L] e see 20
miz--> o 100 1% 200 280 ad0 a0 o
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
13,60 13.80 14.00 14.20
5000 111 m/z 55.05 84 .70%
29
il f h 168 104 224 20 207 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R
57 13.60 13.80 14.00 14.20
83 m/z 97.10 81.10%
h I MWL
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121719\
Data File : BF118242.D

Acq On : 17 Dec 2019 22:40

Operator : JU

Sample - K6324-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.13 11.4 ng 388543 1 6.86 680992 20.0
2-Pentanone, 4-hy... 5.07 10.5 ng 358713 1 6.86 680992 20.0
unknown6.63 6.63 69.2 ng 2355640 1 6.86 680992 20.0
n-Hexadecanoic acid 11.92 2.4 ng 92279 4 11.40 778477 20.0
Cyclopentadecane 13.89 7.7 ng 283327 5 14.05 733966 20.0
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