LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101283.D

Aca On : 11 Dec 2017 12:28

Operator : SJ/JU

Sample : 16746-10

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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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 2.116 3 5 17 rVB2 35004 62133 3.49% 0.462%
2 5.063 503 506 518 rBV 58322 92026 5.17% 0.685%
3 5.457 569 573 590 rBY 1270525 1339671 75.23% 9.966%
4 6.475 741 746 759 rBVY 1337349 1425265 80.04% 10.603%
5 6.604 763 768 771 rBV 1565443 1440293 80.88% 10.714%

6.828 803 806 813 rBB 347172 282321 15.85% 2.100%
6.987 829 833 836 rBV 1311414 1111316 62.41% 8.267%
7.398 898 903 906 rBV 884261 881513 49.50% 6.558%
8.110 1020 1024 1028 rBV 441102 376838 21.16% 2.803%
9.192 1202 1208 1211 rBV 1870775 1763138 99.01% 13.116%

=
QO ~NO®

11 9.581 1270 1274 1277 rBV 191997 140891 7.91% 1.048%
12 9.869 1319 1323 1327 rBvV2 502552 437443 24 .57% 3.254%
13 10.669 1454 1459 1462 rBV 1151231 1008667 56.64% 7.504%
14 10.763 1472 1475 1481 rBV 17943 20029 1.12% 0.149%
15 11.363 1573 1577 1580 rBV 580975 461539 25.92% 3.433%

16 12.951 1842 1847 1850 rBV 1837460 1780749 100.00% 13.247%
17 13.827 1992 1996 2001 rBV 129574 135293 7.60% 1.006%
18 14.010 2023 2027 2031 rBV 429005 388512 21.82% 2.890%
19 15.486 2273 2278 2286 rVB 218781 273105 15.34% 2.032%
20 15.957 2354 2358 2364 rBV5 13621 21805 1.22% 0.162%

Sum of corrected areas: 13442547
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF121117\

BF101283.D

11 Dec 2017 12:28

SJ/JuU

16746-10

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101283.D
6.60
1500000
6.47
5.46 6.99
1000000 740
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O e e e e  a A
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0 0.76
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Abundance TIC: BF101283.D
1500000
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500000 14.01
15.49
13.83
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101283.D

Aca On : 11 Dec 2017 12:28

Operator : SJ/JU

Sample : 16746-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 5

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

2.12 4.40 ng 62133 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 7
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 5
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5

Abundance Scan 6 (2.122 min): BF101283.D (-3) (-) m/z 73.10 100.00%
73
5000 43 /\
55 87 N —
il | 2.20 2.30 2.40 2.50
R o o e e e e e e m/z 43.05 36.62%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50
55 87 m/z 55.05 28.70%
0 el wlm
R I SULILI SO SURILL SO UL I IV UL UL B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
73
HRN RS U U LS
2.20 2.30 2.40 2.50
5000 55 m/z 87.05 24 .03%
43
. 5 2 3 67 83 o8
R I SULRLI SO SURILL SO UL I IULIL UL UL B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1995: Silane, tetramethyl- e
7B 2.20 2.30 2.40 2.50
m/z 41.00 13.72%
5000
43
oL 2 15 % s [| 5350 g5 || 88 Il
m/z--> 0 10 20 30 40 5 60 70 8 90 100 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101283.D

Aca On : 11 Dec 2017 12:28

Operator : SJ/JU

Sample : 16746-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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.

5.06 6.52 ng 92026 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 505 (5.057 min): BF101283.D (-503) (-) m/z 43.10 100.00%
43
59
5000
101
| | 4.80 5.00 5.20 5.40
o) R R IOV | MU M m/z 59.00 60.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U S AR R I

480 5.00 5.20 5.40
59 m/z 101.00 18.71%

101
0 21 37, 53 ‘ 67 77 8 91
R I R RRE.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14 .24%
55
15 27 83
o 37 49 63 71 77 98
R I A B BARaE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R R e o
43 4.80 5.00 5.20 5.40
m/z 41.00 9.44%
5000
101
15 58
2 sl st T 9 sa ‘
Ot e e e e e SRRESSNIMSHRSE 4 SSS——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101283.D

Aca On : 11 Dec 2017 12:28

Operator : SJ/JU

Sample : 16746-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.60 Concentration Rank 1

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

6.60 102.03 ng 1440290 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 767 (6.598 min): BF101283.D (-763) (-) m/z 132.00 100.00%
132
5000 68
0 o |}, %L o5 6w 660 680 700
o} I B e B B m/z 68.10 40.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 NSESLRAARE SRS SRR
a1 o7 620 640 6.60 6.80 7.00
53 117 m/z 134.00 31.86%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.16%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl RS e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.30%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN | S | G—
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101283.D

Aca On : 11 Dec 2017 12:28

Operator : SJ/JU

Sample : 16746-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.96 ng 135293 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1996 (13.827 min): BF101283.D (-1992) (-) m/z 57.05 100.00%
87 g3
4
5000 111
139 143 "' 13.60 13.80 14.00 14.20
(o} m/z 55.05 93.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

:

5000 LA L L L L L L LB
13.60 13.80 14.00 14.20
m/z 43.05 90.43%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
o mant o e e
13.60 13.80 14.00 14.20
5000 11 m/z 83.10 81.01%
29 139

167182 210 238 264280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4 13.60 13.80 14.00 14.20

69 m/z 69.05 73 .08%

5000

125
153 181196

224
R mE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121117\
Data File : BF101283.D

Acq On : 11 Dec 2017 12:28

Operator : SJ/JU

Sample : 16746-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 2.12 4.4 ng 62133 1 6.83 282321 20.0
2-Pentanone, 4-hy... 5.06 6.5 ng 92026 1 6.83 282321 20.0
unknown6 .60 6.60 102.0 ng 1440290 1 6.83 282321 20.0
1-Heneicosanol 13.83 7.0 ng 135293 5 14.01 388512 20.0
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