LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO081019\
Data File : BF116147.D

Aca On : 10 Aug 2019 13:36

Operator : HP/JU

Sample : K4245-08

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 F\METHODS\8270-BF073019.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 2.110 3 4 19 rVB 1154461 1107568 27.69% 3.191%
2 5.463 570 574 601 rBY 2761684 3222383 80.57% 9.285%
3 6.481 742 747 765 rBVY 2821128 3447885 86.21% 9.935%
4 6.610 765 769 779 rVB 3340812 3360659 84.02% 9.683%
5 6.840 804 808 817 rBV 860186 823594 20.59% 2.373%
6 6.993 830 834 853 rBVY 2940608 2698512 67.47% 7.775%
7 7.398 899 903 922 rBVY 1932942 2253192 56.34% 6.492%
8 8.116 1022 1025 1046 rBvY 1006020 1069256 26.73% 3.081%
9 9.192 1204 1208 1220 rBV 4139959 3987073 99.69% 11.488%
10 9.586 1272 1275 1289 rBV 237681 280324 7.01% 0.808%

11 9.869 1320 1323 1338 rBV 1346832 1272385 31.81% 3.666%
12 10.663 1454 1458 1474 rBV 2125742 2251242 56.29% 6.487%
13 11.357 1573 1576 1585 rBV 1279187 1337351 33.44% 3.853%
14 11.880 1661 1665 1676 rBV5 32745 89589 2.24% 0.258%
15 12.575 1780 1783 1793 rBV 141031 162642 4_.07% 0.469%

16 12.663 1795 1798 1808 rBV 70427 141421 3.54% 0.407%
17 12.804 1816 1822 1829 rVB 133043 153068 3.83% 0.441%
18 12.945 1841 1846 1849 rBV 3732807 3999606 100.00% 11.524%
19 13.857 1994 2001 2016 rBV5 110083 340131 8.50% 0.980%
20 13.998 2021 2025 2038 rVB 917385 1110640 27.77% 3.200%

21 14.751 2150 2153 2157 rVB 54444 55045 1.38% 0.159%
22 14.827 2163 2166 2169 rBV 42914 42257 1.06% 0.122%
23 15.051 2200 2204 2207 rBV 48739 78804 1.97% 0.227%
24 15.086 2207 2210 2219 rVB2 89149 113494 2.84% 0.327%
25 15.416 2262 2266 2269 rBV 35340 45315 1.13% 0.131%
26 15.468 2269 2275 2291 rVB 647822 1013567 25.34% 2.920%
27 15.886 2341 2346 2351 rBV 61612 92844 2.32% 0.268%
28 16.380 2425 2430 2435 rBV 37656 65695 1.64% 0.189%
29 16.968 2524 2530 2538 rVB2 36534 90446 2.26% 0.261%
Sum of corrected areas: 34705988
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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\BF081019\

BF116147.D

10 Aug 2019 13:36

HP/JU

K4245-08

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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\BF081019\
Data File : BF116147.D

Aca On : 10 Aug 2019 13:36

Operator : HP/JU

Sample : K4245-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

2.11 26.90 ng 1107570 1,4-Dichlorobenzene-d4 6.84
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 4 (2.110 min): BF116147.D (-3) (-) m/z 73.00 100.00%
7B
5000 43 /\¥
55 87
- | o7 | 220 2.30 240 250
O e e e e e e e e m/z 43.00 35.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IR AR RS AR AR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 27.51%
L 2s | | o w
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
220 2.30 2.40 2.50
5000 41 55 m/z 55.00 24 _43%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 220 2.30 2.40 2.50
m/z 71.10 13.25%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116147.D

Aca On : 10 Aug 2019 13:36

Operator : HP/JU

Sample : K4245-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.61 Concentration Rank 1

R.T. EstConc Relative to ISTD

3360660 1,4-Dichlorobenzene-d4

MW  MolForm

1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9

5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 769 (6.610 min): BF116147.D (-765) (-) m/z 132.00 100.00%
132
5000 68
9% T
40 54 78 | 106 6.20 6.40 6.60 6.80 7.00
o VISR . o N | m/z 68.00 42.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- prop|ony|
57 132
74
116
5000 98 ||||||/|\|| [TrTrr[rrrr[rr
620 6.40 6.60 6.80 7.00
m/z 134.00 32.73%
SISSSSISIS SVSIVIRY S MY A -
m/z--> 20 40 100 120 140 160 180
Abundance
132
R SR R R
117 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.09%
39 91
27 51 65 77 105
O T T T e e e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethy!l- R b ERmaa R
132 6.20 6.40 6.60 6.80 7.00
117 m/z 69.05 17.23%
5000
39 51 65 77 t
105 ‘ ‘
- A W o | O
m/z--> 20 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\BF081019\
Data File : BF116147.D

Aca On : 10 Aug 2019 13:36

Operator : HP/JU

Sample : K4245-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.11 ng 141421 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 1798 (12.663 min): BF116147.D (-1795) (-) m/z 73.00 100.00%
43 78
5
5000 129
12.40 12.60 12.80 13.00
(0 R RRRRA R m/z 43.00 87 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 U AR NN SUNBN B
12.40 12.60 12.80 13.00
m/z 60.00 84 .57%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.40 12.60 12.80 13.00
5000 129 m/z 57.00 76.01%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R B
3 78 12.40 12.60 12.80 13.00
57 m/z 55.00 69 .50%
5000 129
29
199
Lji 143157171185 242
oL15 e

’ T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116147.D

Aca On : 10 Aug 2019 13:36

Operator : HP/JU

Sample : K4245-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.12 ng 340131 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 2002 (13.863 min): BF116147.D (-1994) (-) m/z 57.00 100.00%

5000

%3

13.60 13.80 14.00 14.20

0 m/z 83.00 99.09%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57
83
5000 LIS L L L LB L B
13. 60 13. 80 14. 00 14. 20
0
- 169 o m/z 43.00 98.04%
0 h \ il 140 ‘ | 241 392
- T T 17T I L I L I T T T I L I
m/z--> 50 200 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 92.36%
29
0 140 182 210 255 306
LA e o e e B LA e o e BB
m/z--> 50 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1 N B R
43 83 13.60 13.80 14.00 14.20
m/z 69.00 91.53%
5000
111
0 18& | 199 168 106 238 266
™ T . LA e e o o e R B e e L Rman
m/z--> 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116147.D

Aca On : 10 Aug 2019 13:36

Operator : HP/JU

Sample : K4245-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.24 ng 113494 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2211 (15.092 min): BF116147.D (-2207) (-) m/z 57.00 100.00%
57
85
5000
155177 14.80 15.00 15.20 15.40
o...J,.-” '--"""',20.8...,..2?1. | | m/z 71.00 80.16%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LRI UL B UL U
85 1480 15.00 1520 15.40
29 m/z 43.00 64 .24%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.00 57.06%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #175557: Tetracosane i R A R R
57 14.80 15.00 15.20 15.40
m/z 41.00 20.40%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo ' 14%0 1500 1520 1540
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081019\
Data File : BF116147.D

Acq On : 10 Aug 2019 13:36

Operator : HP/JU

Sample - K4245-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.11 26.9 ng 1107570 1 6.84 823594 20.0
unknown6 .61 6.61 81.6 ng 3360660 1 6.84 823594 20.0
Octadecanoic acid 12.66 2.1 ng 141421 4 11.36 1337350 20.0
Heptafluorobutyri... 13.86 6.1 ng 340131 5 14.00 1110640 20.0
Octacosane 15.09 2.2 ng 113494 6 15.47 1013570 20.0
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