LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121818\

Data File : BG038693.D

Aca On : 18 Dec 2018 14:03 Instrument :
Operator : JU/SJ BNA_G

Sample - J6398-01 ClientSampleld :
Misc - PR-MW-04 121218
ALS Vial : 3 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 G\METHODS\8270-BG121218 .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 3.184 11 16 24 rVB 26326 46487 1.84% 0.456%
2 5.605 422 428 437 rBV 219398 370942 14.71% 3.642%
3 7.209 694 701 712 rVB 143226 266811 10.58% 2.620%
4 7.585 757 765 776 rBV 414390 719953 28.54% 7.070%
5 8.055 839 845 854 rBV 90231 156227 6.19% 1.534%

8.378 890 900 910 rBV 374202 677618 26.86% 6.654%
9.236 1038 1046 1060 rBV 323035 606089 24.03% 5.951%
10.875 1318 1325 1334 rBV 115600 213394 8.46% 2.095%
13.314 1733 1740 1749 rBV 941954 1453187 57.61% 14.270%
14.694 1968 1975 1986 rvB2 199851 330812 13.11% 3.248%

=
QO ~NO®

11 16.187 2222 2229 2245 rBV2 745787 1210430 47.98% 11.886%
12 17.444 2434 2443 2454 rBV 293137 448907 17.80% 4.408%
13 20.047 2879 2886 2895 rVB 1843207 2522555 100.00% 24.770%
14 21.721 3164 3171 3181 rBV2 293651 509036 20.18% 4.998%

15 23.173 3409 3418 3422 rBV3 20557 40688 1.61% 0.400%

16 23.984 3549 3556 3565 rVB2 20319 44032 1.75% 0.432%

17 24.947 3710 3720 3723 rBV4 17835 47888 1.90% 0.470%

18 25.018 3723 3732 3746 rVB 159233 477288 18.92% 4.687%

19 26.087 3904 3914 3922 rBV4 14010 41513 1.65% 0.408%
Sum of corrected areas: 10183857
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038693.D

Aca On : 18 Dec 2018 14:03

Operator : JU/SJ

ﬁ?gg le J6398-01 PR-MW-04 121218
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038693.D

1500000
1000000

500000

7.59
8.38 9.24
5.61

7.21 8.06 10.88

S8 | \

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038693.D

20,05

1500000

10000001 13.31

500000

17.44 21.72
14.69

O T T e T T T T T T T T e T T T e T T T T e e T T

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG038693.D

1500000

1000000

500000

25.02
2317 2398 2445 26.09

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\
Data File : BG038693.D

Aca On : 18 Dec 2018 14:03

Operator : JU/SJ

Sample : J6398-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 5.95 ng 46487 1,4-Dichlorobenzene-d4 8.06
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 38
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 9
5 1-Pentanamine 87 C5H13N 000110-58-7 7

Abundance Scan 15 (3.178 min): BG038693.D (-11) (-) m/z 73.00 100.00%
74.0
5000 43.0 /\
55.0 87.0 M
| | ‘ 3.20 3.30 3.40 3.50 3.60
R o o T R B S m/z 43.00 47 .36%
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 R AR U UL AR U
43.0 3.20 3.30 3.40 3.50 3.60
550 87.0 m/z 87.00 30.85%
29.0
O .”Hl.”.':ﬁ. e e
I I I [ T I [ I I |
m/z--> 10 30 40 50 60 70 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
40 g 87.0 1320 3.30 3.40 3.50 3.60
5000 ' m/z 55.00 23.70%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol R A R
73.0 3.20 3.30 3.40 3.50 3.60
55.0 m/z 45.00 16.15%
43.0
5000
270
15.0 w‘ “ 81.0
0 'I'"'P"'I'”'I"'W'"'I'”'I"'W""I”"I"' U AR U UL AR U
m/z--> 10 70 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038693.D

Aca On : 18 Dec 2018 14:03

Operator : JU/SJ

3?22 le J6398-01 PR-MW-04 121218
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 92.17 ng 719953 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 766 (7.591 min): BG038693.D (-757) (-) m/z 131.90 100.00%
131.9

_>

B e R EEE R
40.0 %.0 J 7.0 7.40 7.60 7.80 8.00
01 Jﬁ....ﬂ!”.,.. B B e m/z 68.00 39.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 LI LI L L L L L L L) LB
7.20 7.40 7.60 7.80 8.00
70.0 m/z 133.90 33.25%
8L0 59
0 ’ 116.0
1 IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T T
74.0 7.20 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 30.94%
S SNSSSNSSSEN MOS0 ¥ N e
m/z--> 20 40 100 120 140 160 180
Abundance #14503. lH Benzimidazole, 2-methyl- o e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.35%
5000

15.0 3?0 I 63“\0 760 Ly 10\40 ‘

m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038693.D

Aca On : 18 Dec 2018 14:03

Operator : JU/SJ

3?22 le J6398-01 PR-MW-04 121218
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .95 2.01 ng 473888 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 3720 (24.947 min): BG038693.D (-3710) (-) m/z 56.95 100.00%
57.0
5000
Jg |° 141.0 2089  264.0 24.60 24.80 25.00 25.20
ob— A m/z 43.00 66.88%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000

24.60 24.80 25.00 25.20
m/z 71.00 48.52%

27,0 l ’ “ | _114}01 1830 225.0 267.0 309.0 351.0380.0

Ot B L e e e e e L e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
24.60 24.80 25.00 25.20
5000 m/z 85.00 47 .14%
99.0
oLt L) ;{ 1410 1830 2250 2670 3090  367.0
e : L B e e e e B B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 24.60 24.80 25.00 25.20
m/z 55.00 31.61%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
it T T T T T
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121818\

Data File : BG038693.D

Acq On : 18 Dec 2018 14:03

Operator : JU/SJ

3?22 le J6398-01 PR-MW-04_121218
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 3.18 6.0 ng 46487 1 8.06 156227 20.0
unknown7 .59 7.59 92.2 ng 719953 1 8.06 156227 20.0
Heptacosane 24 .95 2.0 ng 47888 6 25.02 477288 20.0
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