LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112052.D

Aca On : 14 Jan 2019 15:58

Operator : JU/SJ

Sample : K1129-01

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 F\METHODS\8270-BF010719.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 2.169 10 14 25 rvB 73961 119925 2.68% 0.312%
2 5.092 506 511 517 rBV 204320 250026 5.60% 0.651%
3 5.510 577 582 585 rBY 3874598 3635449 81.37% 9.461%
4 6.516 748 753 756 rBY 3999186 4261267 95.38% 11.090%
5 6.645 770 775 778 rBVY 4533142 4217870 94.41% 10.977%
6 6.692 780 783 789 rVB 93240 82788 1.85% 0.215%
7 6.869 809 813 816 rBVY 1248146 1065337 23.85% 2.772%
8 7.028 835 840 843 rBVY 3305744 3037252 67.98% 7.904%
9 7.428 902 908 911 rBVY 2370053 2314113 51.80% 6.022%
10 8.151 1026 1031 1034 rBV 1569395 1358334 30.40% 3.535%

11 9.227 1208 1214 1217 rBV 4630140 4467674 100.00% 11.627%
12 9.616 1276 1280 1283 rBV 1034591 804732 18.01% 2.094%
13 9.904 1325 1329 1333 rBV2 1980368 1771785 39.66% 4.611%
14 10.698 1459 1464 1467 rBV 3722624 3424244 76.64% 8.911%
15 11.392 1578 1582 1585 rBV 1442287 1194015 26.73% 3.107%

16 11.915 1668 1671 1679 rBvV2 195871 182744 4_.09% 0.476%
17 12.604 1785 1788 1793 rBV 75484 66272 1.48% 0.172%
18 12.833 1822 1827 1832 rBV 62249 80417 1.80% 0.209%
19 12.980 1847 1852 1855 rBV 3867939 3564312 79.78% 9.276%
20 13.862 1999 2002 2008 rBV2 177181 222903 4._.99% 0.580%

21 14.033 2027 2031 2034 rBV 1144136 950426 21.27% 2.473%

22 14.192 2054 2058 2062 rBV 58782 59905 1.34% 0.156%
23 14.492 2106 2109 2114 rBV 69649 77036 1.72% 0.200%
24 14.798 2159 2161 2165 rVB 55427 54886 1.23% 0.143%
25 14.880 2171 2175 2178 rBV 43454 54207 1.21% 0.141%
26 15.145 2216 2220 2224 rBV 57827 81407 1.82% 0.212%
27 15.509 2277 2282 2291 rVB 777637 970737 21.73% 2.526%
28 15.962 2356 2359 2364 rVB 41508 56001 1.25% 0.146%
Sum of corrected areas: 38426064
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\

BF112052.D

14 Jan 2019 15:58

JussJ

K1129-01

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112052.D

Aca On : 14 Jan 2019 15:58

Operator : JU/SJ

Sample : K1129-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 6

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

2.17 2.25 ng 119925 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 39
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 14 (2.169 min): BF112052.D (-10) (-) m/z 73.05 100.00%
73
5000 43
55 87
36 ||| s0 ‘ | 2.20 2.30 2.40 2.50 2.60
o Y O W . S L S m/z 43.05 38.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HRN AR U LU R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.10 28.69%
0 ,%9 35 |‘| 50 | 67 ||, 80
miz--> R N T T
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 26.28%
29
o .w.%?.,”..,..”,....“...,”.?,..”,....“.??,.”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol R s
7B 2.20 2.30 2.40 2.50 2.60
55 m/z 40.95 15.40%
43
5000
27
0"|"”|"'w'"'w'"|”"|'”'|"”|"'w""w" HUNE AR U LU U U
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112052.D

Aca On : 14 Jan 2019 15:58

Operator : JU/SJ

Sample : K1129-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 4.69 ng 250026 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Silane, dimethyl- 60 C2H8Si 001111-74-6 9

Abundance Scan 511 (5.092 min): BF112052.D (-506) (-) m/z 42.95 100.00%
43
59
5000
1o TaB0 500 520 540
Y N R | A AN NN (o~ N R D '
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U L S IR
4.80 5.00 5.20 5.40
59 m/z 101.10 17.77%
o 21 37| 53 | 67 778 o1 O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 5.00 520 540
5000 m/z 58.00 14 .00%
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL SRR SRR LA UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e AR
59 4.80 5.00 520 5.40
m/z 41.05 9.29%
5000 41
31
| LT
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
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 F\DATA\BF011419\
Data File : BF112052.D

Aca On : 14 Jan 2019 15:58

Operator : JU/SJ

Sample : K1129-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 1

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

6.65 79.18 ng 4217870 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF112052.D (-770) (-) m/z 132.00 100.00%
5000
68
© s [} e Prosine ek 5k ohy 7o
0 B E e m/z 68.10 34.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 T AT
6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 34.28%
60 7 0 115
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 og 116 m/z 66.10 22.66%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene R B SN mmmamy m
132 6.40 6.60 6.80 7.00
m/z 69.10 13.63%
5000
63 81
0 3\1 59 1 \\‘ \\72\ ‘\ \92 10\]-\ 1}\2 |
mz-> 40 60 80 100 120 140 160 180 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112052.D

Aca On : 14 Jan 2019 15:58

Operator : JU/SJ

Sample : K1129-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.06 ng 182744 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1672 (11.921 min): BF112052.D (-1668) (-) m/z 73.00 100.00%
43 3 r
60
5000 129
213
185 LR AR R N R
4357 09 11.60 11.80 12.00 12.20
0 m/z 43.10 85.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 R AR B R DR
11.60 11.80 12.00 12.20
m/z 41.10 80.03%
TJJ 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11'60 11.80 12.00 12.20
5000 - 129 m/z 59.95 78.41%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid P o T T T T T T
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 69.98%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'LJN" U R BN SRR BN
m/z--> 20 40 60 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\BF011419\
Data File : BF112052.D

Aca On : 14 Jan 2019 15:58

Operator : JU/SJ

Sample : K1129-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 4.69 ng 222903 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 2002 (13.862 min): BF112052.D (-1999) (-) m/z 55.05 100.00%
ok
’ 83
5000 11
U U BN SURIURN SR
140 167 234 13.60 13.80 14.00 14.20
ol LA IST 18020023 om1 75778710 95610
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
87
83
5000 L SN SR SULRUL I
1 13.60 13.80 14.00 14.20
29 1 m/z 43.10 94 .24%
139 182 210
Olllll ok ..'l|.l|.'l.‘.‘|‘...'.|!...2|5.5...|....:|35.6...|
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 U PSR BN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 83.05 75.90%
29 125
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester B LR BE Ramas B S
57 13.60 13.80 14.00 14.20
83 m/z 97.10 65.95%
- i AJ\IL
29 169
oL Ll ‘ bl | s 2a 302
m/z--> 50 100 150 200 250 300 350 ' 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\BF011419\
Data File : BF112052.D

Acq On : 14 Jan 2019 15:58

Operator : JU/SJ

Sample : K1129-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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... 2.17 2.3 ng 119925 1 6.87 1065340 20.0
2-Pentanone, 4-hy... 5.09 4.7 ng 250026 1 6.87 1065340 20.0
unknown6 .65 6.65 79.2 ng 4217870 1 6.87 1065340 20.0
n-Hexadecanoic acid 11.92 3.1 ng 182744 4 11.39 1194020 20.0
Pentafluoropropio... 13.86 4.7 ng 222903 5 14.03 950426 20.0
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