LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110227.D

Aca On : 26 Oct 2018 23:13

Operator : JU/SJ

Sample : J5675-01

Misc :

ALS Vial : 22 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-BF102318.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 2.316 33 39 46 rVB 337112 460787 16.63% 2.092%
2 3.604 257 258 266 rBV 13751 29913 1.08% 0.136%
3 5.210 528 531 540 rVB 90845 113060 4.08% 0.513%
4 5.592 591 596 599 rBVY 2545540 2475889 89.37% 11.243%
5 6.592 761 766 780 rBV2 2473650 2770310 100.00% 12.580%

6.739 786 791 794 rBV 2870089 2585500 93.33% 11.740%
6.969 826 830 833 rBV 929893 747754 26.99% 3.395%
7.128 852 857 860 rBV 2027070 1928289 69.61% 8.756%
7.533 921 926 934 rBV 1481135 1541541 55.65% 7 .000%
8.251 1044 1048 1059 rBV 1071935 942499 34.02% 4._.280%

=
QO ~NO®

11 9.327 1224 1231 1234 rBV 2626089 2378210 85.85% 10.799%
12 9.716 1293 1297 1303 rVB 394340 329926 11.91% 1.498%
13 9.869 1321 1323 1329 rBV 44344 44158 1.59% 0.201%
14 10.010 1343 1347 1351 rBV2 959389 854597 30.85% 3.881%
15 10.804 1477 1482 1491 rBV 1165913 1205412 43.51% 5.474%

16 10.904 1496 1499 1503 rBV6 20072 32158 1.16% 0.146%
17 11.504 1597 1601 1604 rBV 837755 738674 26.66% 3.354%
18 11.527 1604 1605 1610 rVB 85433 58958 2.13% 0.268%
19 12.010 1685 1687 1690 rBV3 69597 75401 2.72% 0.342%

20 12.721 1805 1808 1811 rBV 153286 128370 4.63% 0.583%
21 12.951 1845 1847 1854 rVB 122298 136909 4.94% 0.622%
22 13.092 1867 1871 1874 rBV 1647205 1540439 55.61% 6.995%

23 13.974 2018 2021 2026 rBV2 259395 294002 10.61% 1.335%
24 14.157 2048 2052 2055 rBV 605987 609638 22.01% 2.768%

Sum of corrected areas: 22022394
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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\BF102618\

BF110227.D

26 Oct 2018 23:13

JussJ

J5675-01

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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\BF102618\
Data File : BF110227.D

Aca On : 26 Oct 2018 23:13

Operator : JU/SJ

Sample : J5675-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.32 12.32 ng 460787 1,4-Dichlorobenzene-d4 6.97
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF110227.D (-33) (-) m/z 73.10 100.00%

B
5000 43
55 87

220 240 260
SN 1. PSRN T m/z 43.05  39.03%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
_l_l_l_l_l_l_l_l_l_l_l_l_l_l_l_l_r

5000
43 2.20 2.40 2.60
55 87 m/z 55.05 28.03%
29
L35 1l 67 ||, 80
L B B LN B o o o o o e R S RERRR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
3
T
a1 - 87 220 240  2.60
5000 m/z 87.10 25.72%
15 M‘ Al o7
,,,,,,,,,,,
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- — P
3 220 240 260

m/z 41.00 12.04%

5000 55
43
27
51 37\\‘\ | 67 83 98 115

m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110227.D

Aca On : 26 Oct 2018 23:13

Operator : JU/SJ

Sample : J5675-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5

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

5.21 3.02 ng 113060 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 531 (5.210 min): BF110227.D (-528) (-) m/z 43.00 100.00%
a3
59
5000
1o 480 500 520 540 5.60
83 : : : : :
...,....,....,....',':...,?3.-:!,....,....,.-...,...:,|....,. m/z 59.00 54.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 S UL LR
4.80 5.00 5.20 5.40 5.60
59 m/z 101.10 18.09%
21 37| 53,| 67 77 83 o1 ,101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59
480 500 520 540 5.60
5000 m/z 58.00 15.45%
43 101
31
s Ll sl em 2|
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R B
43 480 5.00 5.20 5.40 5.60
m/z 41.05 8.46%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110227.D

Aca On : 26 Oct 2018 23:13

Operator : JU/SJ

Sample : J5675-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.74 Concentration Rank 1

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

6.74 69.15 ng 2585500 1,4-Dichlorobenzene-d4 6.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9

5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 791 (6.739 min): BF110227.D (-786) (-) m/z 132.00 100.00%
5000 68
9% T e
40 b4 7 g7 5115 6.40 6.60 6.80 7.00
(0} T m/z 68.10 39.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 Tr[ Tt | rrrrprrrrrrrrj
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 33.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T T
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.02%
41 53 97 117
b e
ety B 208 L L
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R REEREEEEE R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 15.64%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110227.D

Aca On : 26 Oct 2018 23:13

Operator : JU/SJ

Sample : J5675-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.04 ng 75401 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1687 (12.010 min): BF110227.D (-1685) (-) m/z 43.10 100.00%
57 78
5000 129 192
7 109 213 AR SRR SRR B
143157171 227 p44 268 11.60 11.80 12.00 12.20 12.40
m/z 73.00 98.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73
43 ¢
5000 129
29 11.60 11.80 12.00 12.20 12.40
214 m/z 60.00 93.21%
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
ile] 73
57
11.60 11.80 12.00 12.20 12.40
5000 29 256 m/z 57.00 83.46%
213
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid A EEE TS
60 11.60 11.80 12.00 12.20 12.40
m/z 55.00 77 .64%
5000 43
29 85 129
101115 186
,,1\73',\,‘,,'\,‘,,,\ J \,I\l\\mm ”\,IH‘ , \,}?7,17,1, A o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110227.D

Aca On : 26 Oct 2018 23:13

Operator : JU/SJ

Sample : J5675-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.65 ng 294002 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 86
2 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 55
3 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 55
4 Cvclododecanemethanol 198 C13H260 001892-12-2 53
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 49
Abundance Scan 2020 (13.968 min): BF110227.D (-2018) (-) m/z 57.10 100.00%
g1 109
191
5000
13.60 13.80 14.00 14.20
iy m/z 55.10 94 .96%
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43
83
5000 UL A UL SRR B
11 13.60 13.80 14.00 14.20
m/z 43.10 93.72%
o [ Il I |,1?9‘,167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 3%0
Abundance #167929: 2-Octadecyl-propane-1,3-diol
43
13.60 13.80 14.00 14.20
5000 83 m/z 69.10 85.50%
111
L] ALJK | | 130 167 195 222 252 280 310308
m/z--> 50 100 150 200 250 300 350
Abundance #107668: 1-Hexadecanol, 2-methyl- A BT o e
57 13.60 13.80 14.00 14.20
m/z 109.10 83.64%
5000 83
29
111
J‘ ‘139 168185 210 238256
m/z--> 50 100 150 260 250 300 350 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\BF102618\
Data File : BF110227.D

Acq On : 26 Oct 2018 23:13

Operator : JU/SJ

Sample - J5675-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.32 12.3 ng 460787 1 6.97 747754 20.0
2-Pentanone, 4-hy... 5.21 3.0 ng 113060 1 6.97 747754 20.0
unknown6.74 6.74 69.2 ng 2585500 1 6.97 747754 20.0
Tridecanoic acid 12.01 2.0 ng 75401 4 11.50 738674 20.0
Cyclotetracosane 13.97 9.7 ng 294002 5 14.16 609638 20.0
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