LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\

Data File : BG022413.D

Aca On - 18 Jun 2016 7:55 Instrument :
Operator - UM/SJ BNA_G

Sample - H3501-18 ClientSampleld :
Misc - SB10-1-3

ALS Vial : 26 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 2.867 3 5 22 rVB 665606 930891 74.21% 11.746%
2 3.672 138 142 150 rBvV 11038 19372 1.54% 0.244%
3 5.100 380 385 395 rVB 15049 28147 2.24% 0.355%
4 5.599 464 470 484 rBV 187746 381726 30.43% 4.817%
5 7.233 738 748 764 rBV 213040 448537 35.76% 5.660%

7.579 799 807 820 rBV 241328 467933 37.30% 5.904%
8.044 879 886 895 rBvV 65871 125805 10.03% 1.587%
8.367 933 941 954 rBV 185592 370087 29.50% 4.670%
9.219 1076 1086 1102 rBV 116970 255770 20.39% 3.227%
10.864 1358 1366 1380 rBV 96607 210743 16.80% 2.659%

=
QO ~NO®

11 13.302 1774 1781 1793 rBV 487927 858446 68.43% 10.832%
12 14.131 1915 1922 1937 rBV 165259 286351 22.83% 3.613%
13 14.683 2009 2016 2026 rBvV2 212158 374884 29.89%% 4_.730%
14 16.175 2263 2270 2287 rBV 312816 567229 45.22% 7.157%

15 16.357 2295 2301 2309 rVB4 8456 16916 1.35% 0.213%
16 17.145 2430 2435 2441 rBV3 9468 14915 1.19% 0.188%
17 17.427 2477 2483 2498 rBv2 229817 432718 34.50% 5.460%
18 17.885 2556 2561 2569 rBV3 13868 20176 1.61% 0.255%
19 20.024 2918 2925 2935 rBV 838595 1254416 100.00% 15.828%
20 21.305 3137 3143 3147 rBV3 17086 33807 2.70% 0.427%
21 21.545 3180 3184 3191 rVB4 11127 17321 1.38% 0.219%
22 21.686 3202 3208 3221 rBV 191344 416134 33.17% 5.251%
23 23.320 3481 3486 3493 rVB6 6819 13138 1.05% 0.166%

24 24.930 3749 3760 3779 rBV2 115611 379634 30.26% 4_.790%

Sum of corrected areas: 7925096
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022413.D

Aca On - 18 Jun 2016 7:55

Operator : UM/SJ

Sample : H3501-18

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022413.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022413.D

Aca On : 18 Jun 2016 7:55

Operator : UM/SJ

Sample : H3501-18

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown2.87 Concentration Rank 1

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

2.87 147.99 ng 930891 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 7
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 5 (2.867 min): BG022413.D (-3) (-) m/z 73.00 100.00%
7B
5000 ( $
37 | 55 2.90 3.00 3.10 3.20 3.30
O e e e B B e L m/z 43.00 34.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
78
5000 43 55 U R LS R
2.90 3.00 3.10 3.20 3.30
29 m/z 89.00 30.71%
o psr et g2 8 03
miz--> 0 20 %0 40 % 60 70 8 90 160 110
Abundance
73
2.90 3.00 3.10 3.20 3.30
5000 2 m/z 41.00 7.11%
a 89
o 15 55 7 37 57 104
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #719: N-Ethylformamide T
30 78 2.90 3.00 3.10 3.20 3.30
m/z 45.00 5.55%
5000
58
44
0 1\5\ \M 38 ol 51 | /\
m/z--> 1'0 2'0 30 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 290 360 310 3'20 350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022413.D

Aca On : 18 Jun 2016 7:55

Operator : UM/SJ

Sample : H3501-18

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown3.67 Concentration Rank 5

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

3.67 3.08 ng 19372 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 2-Pentanol 88 C5H120 006032-29-7 9
4 3-Ethvl-2-pentanol 116 C7H160 000609-27-8 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 142 (3.672 min): BG022413.D (-138) (-) m/z 45.00 100.00%
45
5000
4 61 " 340 360 380 400
49 57 86
o..,....,....,....,....,....,....,....,:ﬁ!:...,....,.:..,:...,....,....,....,....,....,....,. m/z 43.00 15.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #930: (S)-(+)-1,2-Propanediol
45
5000 RSN RN SRS LA UL

3.40 3.60 3.80 4.00
m/z 44.00 8.68%

o 1519 2731 3842 535761 75
SN R 1] PR~ Y - S——
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
—
3.40 3.60 3.80 4.00
5000 m/z 42.00  6.44%
,
o 12851 26| 33 3342 535761 76
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2063: 2-Pentanol A R mas
45 3.40 3.60 3.80 4.00
m/z 61.00 4 _.39%
5000
15 Tn  om >
o 19 |3 3 51 | 590265 70737781 87
rrprrrrrrrrrrtrrrrrHH e H o e oR o ek e e —
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022413.D

Aca On : 18 Jun 2016 7:55

Operator : UM/SJ

Sample : H3501-18

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 4_47 ng 28147 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Oxetane. 2.2-dimethvl- 86 C5H100 006245-99-4 9
3 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
4 Hexanamide 115 C6H13NO 000628-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 385 (5.100 min): BG022413.D (-380) (-) m/z 42.95 100.00%
43
59
5000
101
49 | 86 4.80 5.00 5.20 5.40
o A R -SSR | Y ST N m/z 59.00 66.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.00 22 .80%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 540
5000 56 m/z 58.00 20.21%
28
37 50 65 1 78 86
e S I UL SULIULS SURIIL I IULILS SULILLS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3192: 2-Propanone, 1-cyclopropyl-
43 480 5.00 520 5.40
m/z 41.00 9.68%
5000
55
27 69 83 98
I A I B I I I R R R U U R R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022413.D

Aca On : 18 Jun 2016 7:55

Operator : UM/SJ

Sample : H3501-18

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 4 unknown7.58 Concentration Rank 2

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

7.58 74.39 ng 467933 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 807 (7.579 min): BG022413.D (-799) (-) m/z 131.90 100.00%
5000 68 {
% 720 7.40 7.60 7.80 8.00
40 54 : : : : :
o [ 87 | 1® || M/Z  68.00  36.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L LR IR
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 133.90 32 .55%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.50%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 13.14%
5000 og M°
o ,\MI,S?,Iqu\,\‘l,,h_ s 8
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022413.D

Acq On : 18 Jun 2016 7:55

Operator : UM/SJ

Sample : H3501-18

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .87 2.87 148.0 ng 930891 1 8.04 125805 20.0
unknown3 .67 3.67 3.1 ng 19372 1 8.04 125805 20.0
2-Pentanone, 4-hy... 5.10 4.5 ng 28147 1 8.04 125805 20.0
unknown?7 .58 7.58 74_.4 ng 467933 1 8.04 125805 20.0
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