LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF030816\

Data File : BF085268.D

Acg On : 8 Mar 2016 21:10 Instrument :
Operator : UM/SJ BNA_F

Sample - H1707-05 ClientSampleld :
Misc : RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF030316.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 height area % max. total

2.344 3 5 7 rVB 4553293 6208772 100.00% 13.293%
2.881 49 52 56 rvB 143628 223034 3.59% 0.478%
rvB 74902 111394 1.79% 0.239%
4 _550 195 198 201 rBV 283303 356163 5.74% 0.763%
5.179 250 253 260 rVB 528131 945165 15.22% 2.024%
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5.579 284 288 290 rBV 3374135 4194966 67.57% 8.982%
6.584 373 376 378 rBV 3312412 3325935 53.57% 7.121%
6.733 386 389 391 rBV 3766112 4465065 71.92% 9.560%
6.962 406 409 411 rBV 1077586 923153 14.87% 1.977%
7.122 420 423 425 rVB 3523694 3689819 59.43% 7.900%

=
QO ~NO®

11 7.522 455 458 460 rBV 2771402 2735704 44.06% 5.857%
12 8.242 519 521 525 rBV2 1356081 1515340 24.41% 3.244%
13 9.328 612 616 618 rBY 3688020 5200405 83.76% 11.134%
14 10.002 672 675 677 rBV 1383657 1291949 20.81% 2.766%
15 10.791 741 744 746 rBV 3070626 3165573 50.99% 6.778%

16 11.488 802 805 807 rBV 1317573 1355431 21.83% 2.902%
17 13.076 941 944 946 rBV 4399577 5306098 85.46% 11.361%

18 14.117 1033 1035 1038 rBV 1186078 1061874 17.10% 2.274%
19 15.580 1160 1163 1166 rBV 459861 629533 10.14% 1.348%

Sum of corrected areas: 46705373
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

ﬁ?ggle i H1707-05 RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085268.D
D34
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

ﬁ?ggle i H1707-05 RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Acetic acid Concentration Rank 1

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

2.34 134.51 ng 6208770 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Ammonium acetate 77 C2H7NO2 000631-61-8 64
3 Thiirane 60 C2H4S 000420-12-2 9
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
5 Carbonyl sulfide 60 COS 000463-58-1 5

Abundance Scan 5 (2.344 min): BF085268.D (-3) (-) m/z 45.10 100.00%
™ 60
5000
A
2.40 2.50 2.60 2.70 2.80
SN NN - M Lo I 2 — m/z 43.10 99.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #254: Acetic acid
43
60
5000{ 15 HRDN LR UL R L
2.40 2.50 2.60 2.70 2.80
29 m/z 60.10 80.54Y%
"m“'ﬂ“'H"'|'“'l"“|""w"'l'“'l"'w""l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
17 60 UL UL A L
2.40 2.50 2.60 2.70 2.80
5000 m/z 42.10 18.54%
29
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #263: Thiirane T
5 60 2.40 2.50 2.60 2.70 2.80
m/z 41.10 5.57%
5000 21 #/\‘
LA FURELEL SIS SURELILS SUREUISSS DN WAL LIRS B LI S USRI UL AR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 2.40 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

ﬁ?ggle i H1707-05 RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Propyl acetate Concentration Rank 6

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

2.88 4.83 ng 223034 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Acetic acid, l-methylethyl ester 102 C5H1002 000108-21-4 38
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 Isobutylamine 73 C4H11N 000078-81-9 5
5 Pentane 72 C5H12 000109-66-0 5

Abundance Scan 52 (2.881 min): BF085268.D (-49) (-) m/z 43.10 100.00%
43
5000
61 <SS AN
o 7|3 o 2.60 2.80 3.00 3.20
S ——T| P ST NN R A — m/z 61.10 26.89%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4160: n-Propyl acetate
43
5000 LR A AN LA AR
o1 2.60 2.80 3.00 3.20
3 m/z 73.00 13.94%
T |'%§' |"?Z| "?le R RS IS AR "gzl T T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
' 'é 60 280 300 320
5000 m/z 42.05 10.18%
61
87
L2y 101
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #731: 1-Butanamine T TR R P
30 260 2.80 3.00 3.20

m/z 41.05 9.12%

5000
15 ‘ 41 50 56 3

m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3. 00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

ﬁ?ggle i H1707-05 RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4-Penten-2-one, 4-methyl- Concentration Rank 7

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

3.67 2.41 ng 111394 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 50
4 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 23
5 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 9

Abundance Scan 121 (3.670 min): BF085268.D (-119) (-) m/z 43.10 100.00%
a3
5000
il e 340 360 380 400
L o S B I I e B e I m/z 83.10 13.00%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3164: 4-Penten-2-one, 4-methyl-
43
A
5000 U UL L R
3.40 3.60 3.80 4.00
m/z 39.10 10.73%
83
4 A
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
3.40 3.60 3.80 4.00
5000 m/z 55.10 6.89%
15 83
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3162: 4-Penten-2-one, 3-methyl- e
43 3.40 3.60 3.80 4.00
m/z 41.10 5.75%
5000
98
w'nLﬁpg'|"“|'"w""w"'l“"l'”'l"“l"'w"
miz--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

ﬁ?ggle i H1707-05 RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4_.55 7.72 ng 356163 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 86

Abundance Scan 198 (4.550 min): BF085268.D (-195) (-) m/z 83.10 100.00%
55 83
43
5000 98
e e —
71 420 4.40 4.60 4.80
..,....,....,..3.?|,~'.-..‘.‘?n.'.:.,‘??..,'..??,.:.??....,....,.1.1?.,.. m/z 55.10 82.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 S A I UL R I
29 98 4.20 4.40 4.60 4.80
m/z 43.10 48.60%
mn 34\\\ 49\‘ ! 61 67 77 ! 89 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
83
55 420 4.40 4.60 4.80
5000 43 m/z 98.10 35.84%
98
29
23 37 49 63 69 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)- B e R
5 83 4.20 4.40 4.60 4.80
m/z 39.10 23.15%
5000 a1 98
27 69
"I'%?'I"'MI"'jiak'??““l'lg?'hh"??f'l"l"'“P"'I""I" S SRR AR LARAR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

ﬁ?ggle i H1707-05 RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 20.48 ng 945165 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 253 (5.179 min): BF085268.D (-250) (-) m/z 43.10 100.00%
43
59
5000
101 P 5 .
51 | 2 83 480 5.00 5.20 5.40 5.60
S N m/z 59.10 60.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR LS L U
480 5.00 5.20 5.40 5.60
m/z 101.10 24 _08%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 17 .54%
68
50 126 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one e s e e AR
43 480 5.00 5.20 5.40 5.60
m/z 41.10 8.90%
5000
55
2 3, | e 7 8 98
HUSUNRRRS IR UL LR IR IR LRI RS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

Sample : H1707-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 unknown6.73 Concentration Rank 2

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

6.73 96.74 ng 4465070 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 389 (6.733 min): BF085268.D (-386) (-) m/z 132.10 100.00%
132
5000 68
6 6.40 660 6.80 7.00
40 54 75 104 . . . .
SN i il A SO -1 Nl S N m/z 68.10 36.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR LA R
6.40 6.60 6.80 7.00
78 m/z 134.10 33.54%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 23.15%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 6.40 6.60 6.80 7.00
m/z 96.10 15.45%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085268.D

Acq On : 8 Mar 2016 21:10

Operator : UM/SJ

3?22'6 i H1707-05 RW-48-S2-GRID5
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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]
Acetic acid 2.34 134.5 ng 6208770 1 6.96 923153 20.0
n-Propyl acetate 2.88 4.8 ng 223034 1 6.96 923153 20.0
4-Penten-2-one, 4. .. 3.67 2.4 ng 111394 1 6.96 923153 20.0
3-Penten-2-one, 4. .. 4 .55 7.7 ng 356163 1 6.96 923153 20.0
2-Pentanone, 4-hy... 5.18 20.5 ng 945165 1 6.96 923153 20.0
unknown6.73 6.73 96.7 ng 4465070 1 6.96 923153 20.0
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