LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\

Data File : BG036464.D

Aca On : 28 Aug 2018 18:58 Instrument :
Operator : JU/SJ ?:'l\:gﬁ(t;Sam ol
a?ggle ; J4648-02 3344}8$$
ALS Vial : 5 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-BG082318 .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

5.170 314 320 329 rBV2 37091 60265 1.93% 0.301%
5.629 391 398 407 rBV 944102 1504919 48.16% 7.507%
rBv 971329 1702886 54.50% 8.495%
7.591 723 732 741 rBV 893503 1550753 49.63% 7.736%
8.061 806 812 820 rBV 220569 373318 11.95% 1.862%
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8.384 860 867 877 rBV 608000 1052366 33.68% 5.250%
9.224 1001 1010 1019 rBV 541299 965038 30.88% 4.814%
rBv 308845 554459 17.74% 2.766%
13.314 1698 1706 1717 rVB 1338016 2063824 66.05% 10.295%
14.136 1840 1846 1851 rBV 163592 236263 7.56% 1.179%
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11 14.689 1932 1940 1951 rVvB2 509840 805139 25.77% 4.016%
12 16.169 2185 2192 2205 rBV 1247461 1880347 60.18% 9.380%
13 17.427 2399 2406 2414 rBV 691932 1075594 34.42% 5.365%
14 18.314 2553 2557 2565 rBV 59683 93511 2.99% 0.466%
15 20.035 2844 2850 2856 rBV 2454488 3124752 100.00% 15.588%

16 21.028 3013 3019 3023 rvB4 57661 80764 2.58% 0.403%
17 21.351 3069 3074 3079 rBv2 47265 85872 2.75% 0.428%
18 21.698 3125 3133 3147 rVB2 774082 1340591 42.90% 6.687%
19 21.904 3163 3168 3173 rBvV3 23528 35985 1.15% 0.180%
20 22.515 3267 3272 3276 rBV2 33057 51668 1.65% 0.258%
21 23.220 3387 3392 3399 rvB4 25568 47474 1.52% 0.237%
22 24.025 3523 3529 3536 rBV3 28861 57338 1.83% 0.286%
23 24.912 3666 3680 3688 rBV 446587 1271588 40.69% 6.343%
24 26.122 3880 3886 3892 rBV6 14656 31779 1.02% 0.159%
Sum of corrected areas: 20046493
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG082818\

BG036464 .D

28 Aug 2018 18:58

Jus/sJ

J4648-02

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG036464.D

5.63 7.59

8.38

8.06
5.17

10.87

Of=r

Time--> 3. 50

750 8.00 8.50 9.00

4.00 450 500 550 600 650

7.00

9.50 10.00 1050 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

TIC: BG036464.D

13.31

16.17

17.43
14.69

14.14
18.31

A
T

20.04

21.70

21.021.35 [|21.90 22.51
T —

0

Time-->

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

2000000

1500000

1000000

500000

23.

TIC: BG036464.D

2491

22 24.02 26.12

0

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\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036464.D

Aca On : 28 Aug 2018 18:58

Operator : JU/SJ

Sample : J4648-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 3.23 ng 60265 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Silane. ethvildimethvl- 88 C4H12Si 000758-21-4 25
3 Acetone 58 C3H60 000067-64-1 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 320 (5.170 min): BG036464.D (-314) (-) m/z 43.10 100.00%
d1
5000 591
SRR e
101.1 480 5.00 520 5.40 5.60
O et et 29,83l "m/z 59.10  50.10%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR I LIRS I
59.0 480 500 520 540 5.60
m/z 58.10 19.48%
31.0 83.0 101.0
0"'w"w"“l'“wﬂ“'ﬁ”'“|'”'|“"w'“|““'|“"m"w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1999: Silane, ethyldimethyl-
54.0
480 5.00 520 5.40 5.60
5000 m/z 101.10 12.40%
45.0 73.0
‘ 87.0
31.0 ‘ ‘
) U 1P| SO | U |
| I I I I I I I I I | I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #214: Acetone L L L N N L B
43.0 480 5.00 520 5.40 5.60
m/z 41.10 5.60%
5000
15.0
58.0
27.0
0"'%q'w'w“l'Jml“'ﬁw'“|'“'|“"w"w'“'|“"w"w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082818\
Data File : BG036464.D

Aca On : 28 Aug 2018 18:58

Operator : JU/SJ

Sample : J4648-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 83.08 ng 1550750 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 732 (7.591 min): BG036464.D (-723) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 sen || "5 7a0 750 7o b0
Obrrprrrr el el 822 L 7L Tm/z 68.10  48.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 U I UL LA
7.20 7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 66.10 32.92%
0 | 86.0 .
O T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 32.52%
104.0
ol 140 270 390 510 00770 g0 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R L ma
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.23%
104.0
5000
51.0 7.0
39.0 ‘ 65.0 ‘ 010 115.0
O'W'“w'“w'”w'“'ﬁ”'wm"”P'““ﬂ“'wjhwjmw'”lh“w" USRI I RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082818\
Data File : BG036464.D

Acq On : 28 Aug 2018 18:58

Operator : JU/SJ

Sample - J4648-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
2-Pentanone, 4-hy... 5.17 3.2 ng 60265 1 8.06 373318 20.0
unknown? .59 7.59 83.1 ng 1550750 1 8.06 373318 20.0
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