LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118080.D

Aca On : 3 Dec 2019 23:35

Operator :© JU

Sample : K6069-03

Misc :

ALS Vial : 23 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-BF111319.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 2.128 3 7 14 rVB 587689 755676 24.57% 2.660%
2 2.499 60 70 79 rvB 269595 409996 13.33% 1.443%
3 5.087 505 510 517 rVB 377318 430195 13.99% 1.515%
4 5.493 575 579 583 rBVY 2435583 2345020 76.24% 8.256%
5 6.510 747 752 762 rVB 2559779 2464654 80.13% 8.677%
6 6.651 771 776 779 rBVY 2892426 2643372 85.94% 9.306%
7 6.875 811 814 818 rBV 879590 781665 25.41% 2.752%
8 7.034 837 841 844 rBVY 2572534 2128611 69.21% 7.494%
9 7.439 906 910 913 rBVY 1831111 1511534 49.14% 5.322%
10 8.163 1029 1033 1037 rBvVY 1186787 953628 31.01% 3.357%

11 9.245 1211 1217 1220 rBV 3682218 3075688 100.00% 10.828%
12 9.357 1232 1236 1239 rVB2 58655 67123 2.18% 0.236%
13 9.633 1280 1283 1292 rVB 429528 376037 12.23% 1.324%
14 9.928 1329 1333 1336 rVB 1343265 1020980 33.20% 3.595%
15 10.392 1408 1412 1417 rBV6 22499 44003 1.43% 0.155%

16 10.722 1464 1468 1474 rBV 1910911 1793442 58.31% 6.314%
17 11.422 1583 1587 1589 rBV 1142981 952538 30.97% 3.354%
18 11.445 1589 1591 1594 rVvVv 308510 248225 8.07% 0.874%
19 11.498 1597 1600 1602 rVvVv 65668 58933 1.92% 0.207%
20 11.951 1673 1677 1680 rBV 543179 528112 17.17% 1.859%

21 12.639 1792 1794 1797 rBV 449212 373535 12.14% 1.315%
22 12.739 1808 1811 1815 rBV3 344262 408917 13.30% 1.440%
23 12.869 1831 1833 1837 rVB 332600 287305 9.34% 1.011%
24 13.016 1854 1858 1861 rBV 3054737 2745818 89.27% 9.667%
25 14.080 2036 2039 2042 rBV2 913385 819377 26.64% 2.885%

26 15.586 2292 2295 2304 rVB 752824 1179537 38.35% 4_.153%

Sum of corrected areas: 28403921
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118080.D

Aca On : 3 Dec 2019 23:35

Operator :© JU

Sample : K6069-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF118080.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118080.D

Aca On : 3 Dec 2019 23:35

Operator :© JU

Sample : K6069-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 19.34 ng 755676 1,4-Dichlorobenzene-d4 6.87
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 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 7 (2.128 min): BF118080.D (-3) (-) m/z 73.05 100.00%
7B

—

5000 43
55 87
.
il as | . 220 2.30 2.40 2.50
O ot 4 e e || M/Z 43.05  36.42%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LA L L L L L L LB I
43 2.20 2.30 2.40 2.50
55 87 m/z 87.05 26.53%
29
35 1] | 67 ||, 80
T e e
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 -

2.20 2.30 2.40 2.50
5000 55 m/z 55.05 24 _72%

Jd

——

79 | 97 112 129
0 .,....,....,....,....,... T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #4398. Silane, ethyltrimethyl- P
73 2.20 2.30 2.40 2.50
m/z 41.05 12.14%
5000 59
87
43
29 53 | 67 || 102
o) SN MEBRS MA0T FRSA (A | MM MBS MMM R A RaaamE MV R RR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50

8270-BF111319.M Wed Dec 04 18:11:36 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118080.D

Aca On : 3 Dec 2019 23:35

Operator :© JU

Sample : K6069-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.09 11.01 ng 430195 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 511 (5.093 min): BF118080.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.80 5.00 5.20 5.40
o IRV - R N N € S m/z 59.00 65.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN LN UL LS A
59 480 500 520 540
m/z 101.00 27.74%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 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 15.43%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R R
43 4.80 5.00 5.20 5.40
m/z 41.10 9._55%
5000
101
1f 27 & ‘
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118080.D

Aca On : 3 Dec 2019 23:35

Operator :© JU

Sample : K6069-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.65 Concentration Rank 1

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

6.65 67.63 ng 2643370 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF118080.D (-771) (-) m/z 132.00 100.00%
5000
68
9 s |l 7o Pymus | o sk k7
ol gL 87 | MRS L m/z 68.00 34.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS A R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.55%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 23.03%
o----.---‘-‘.‘-‘--‘-“‘.-5-39-- mm,\,\‘l,,h_l,,,l,slfs,,,,l,lfa?,
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R T e Rma s
132 6.40 6.60 6.80 7.00
m/z 69.05 14.73%
5000
39
89 103
oL, ‘mh4‘m“ ‘ FB . I}¥5II a
m/z--> 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118080.D

Aca On : 3 Dec 2019 23:35

Operator :© JU

Sample : K6069-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.
11.95 11.09 ng 528112 Phenanthrene-d10 11.42
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 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1677 (11.951 min): BF118080.D (-1673) (-) m/z 73.00 100.00%

5000

—

213

A
LI N I O B B L B B

256
272289306 326 11.60 11.80 12.00 12.20

157 185

o m/z 43.10 76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 LA L L L L L L L L B B
11.60 11.80 12.00 12.20
0
157 195 213 256 m/z 60.00 75.57%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 73
P T T T
11.60 11.80 12.00 12.20
5000 129 m/z 55.10 70.60%
i
O.HPLﬂM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid R B .
43 73 11.60 11.80 12.00 12.20
m/z 41.10 69.97%
o i ‘MA’JLV"“/—‘/W
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20

8270-BF111319.M Wed Dec 04 18:11:39 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118080.D

Aca On : 3 Dec 2019 23:35

Operator :© JU

Sample : K6069-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.
12.74 8.59 ng 408917 Phenanthrene-d10 11.42
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 42

Abundance Scan 1811 (12.739 min): BF118080.D (-1808) (-) m/z 73.00 100.00%

7B

5000

Ly

12.40 12.60 12.80 13.00
m/z 55.05 92.13%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131258: Octadecanoic acid
73
5000 129 LA LI L L L L L LB
12. 40 12. 60 12. 80 13. 00
m/z 43.10 89.62%
[0} 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39474: n-Decanoic acid
3
R RS e
129 12.40 12.60 12.80 13.00
5000 m/z 41.10 83.30%
101 hﬂwﬂvw$J¢VﬂWNﬁMﬂmeyﬁ
m/z--> 20 40 0 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid R ABEaEREEEE
43 3 12.40 12.60 12.80 13.00
m/z 57.10 75.25%
5000 256
129
157 185
024‘ Lol 2 L) T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120319\
Data File : BF118080.D

Acq On : 3 Dec 2019 23:35

Operator : JU

Sample - K6069-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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 19.3 ng 755676 1 6.87 781665 20.0
2-Pentanone, 4-hy... 5.09 11.0 ng 430195 1 6.87 781665 20.0
unknown6 .65 6.65 67.6 ng 2643370 1 6.87 781665 20.0
n-Hexadecanoic acid 11.95 11.1 ng 528112 4 11.42 952538 20.0
Octadecanoic acid 12.74 8.6 ng 408917 4 11.42 952538 20.0
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