LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085435.D
Acq On : 14 Mar 2016 18:10 Instrument :
Operator : UM/SJ EﬁAfs el
- _ lentosampleld :
3?22'6 : H1757-06 TRACK-D-STOCKPICE-COMP2
ALS Vial : 17 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
1 2.858 47 50 55 rvB 131147 205344 3.36% 0.469%
2 4.516 192 195 199 rBvY 132612 201346 3.29% 0.460%
3 5.144 248 250 257 rvVB 496497 790807 12.93% 1.806%
4 5.544 282 285 288 rVB 3414394 4270249 69.81% 9.754%
5 6.561 371 374 376 rBvY 3531374 3804985 62.20% 8.692%

6.699 383 386 388 rBV 4404229 4627040 75.64% 10.570%
6.927 403 406 408 rBV 1042927 1003347 16.40% 2.292%
7.087 417 420 422 rVB 3662672 4124658 67.43% 9.422%
7.487 452 455 458 rBV 2727499 3076624 50.30% 7.028%
8.207 516 518 519 rBV 1583959 1340950 21.92% 3.063%

=
QO ~NO®

11 8.230 519 520 522 rVB 216734 166817 2.73% 0.381%
12 9.293 609 613 615 rBV 4656321 6116884 100.00% 13.973%
13 9.967 669 672 674 rBV 1475930 1491020 24.38% 3.406%
14 10.756 738 741 744 rBV 3305948 3429553 56.07% 7.834%
15 11.453 799 802 804 rBV 1300578 1470473 24.04% 3.359%

16 11.968 846 847 849 rBV 73041 68806 1.12% 0.157%
17 12.756 914 916 923 rVB 82209 94035 1.54% 0.215%
18 13.042 938 941 943 rBV 4862298 5422661 88.65% 12.387%
19 14.082 1030 1032 1035 rBV 876886 851771 13.92% 1.946%
20 15.545 1157 1160 1164 rBV 528291 797607 13.04% 1.822%

21 15.808 1177 1183 1185 rBV2 111641 422274 6.90% 0.965%

Sum of corrected areas: 43777251
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\

Data File : BF085435.D

Acq On : 14 Mar 2016 18:10

Operator : UM/SJ

ﬁ?ggle : H1757-06 TRACK-D-STOCKPICE-COMP2
ALS Vial : 17 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: BF085435.D
6.70

4000000 200
5.54 6.56 '

3000000 7.49
2000000

1000000
5.14

2.86 452 | J

o—r-—"r-f - —_y ————— |
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF085435.D

4000000
10.76
3000000

2000000

8.21
9.97 11.45

1000000

.23 11.97 12.76

o e e e e e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085435.D

4000000
3000000
2000000

1000000] 14.08
15.55

15.81

0 ————————— e

T
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:\HPCHEM1\BNA_ F\DATA\BF031416\

Data File : BF085435.D

Acq On : 14 Mar 2016 18:10

Operator : UM/SJ

ﬁ?ggle - H1757-06 TRACK-D-STOCKPICE-COMP2
ALS Vial : 17 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 n-Propyl acetate Concentration Rank 5

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

2.86 4.09 ng 205344 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H11N 000109-73-9 7
3 Oxirane, 2,3-dimethyl-, cis- 72 C4H80 001758-33-4 5
4 Pentane 72 C5H12 000109-66-0 5
5 Ethanamine, N-ethyl- 73 C4H11N 000109-89-7 4

Abundance Scan 50 (2.858 min): BF085435.D (-47) (-) m/z 43.10 100.00%
43
5000
61
73 U R L U R
39, 51 57 | 2.60 2.80 3.00 3.20
O'W“W“W““PMP“H“W“JJ'W“W““P“P“W“W““P“WMW““PNP m/z 61.10 28.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate
43
5000 R LR RN LR AR
o1 2.60 2.80 3.00 3.20
73 m/z 73.05 15.50%
15 2131 39 57 87
O'WMW““P“W““P“H““P“'“"“W““P“W““P“W““P“W““P“W““v
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
260 280 300 320
5000 m/z 42.05 10.21%
/‘
o 15 27 34145 505356 70”3
R L AR Ny KA RARR) KAy LA AR AL Kk RN LAY KAL) KRN MAALY KAL) AN AL L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #689: Oxirane, 2,3-dimethyl-, cis- e EAA S m e L)
43 2.60 2.80 3.00 3.20
m/z 41.05 9.08%
5000
29
15 2
0 12/ 19 323639, |46 5053 57 72 A
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031416\

Data File : BF085435.D

Acq On : 14 Mar 2016 18:10

Operator : UM/SJ

ﬁ?ggle - H1757-06 TRACK-D-STOCKPICE-COMP2
ALS Vial : 17 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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.52 4.01 ng 201346 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 195 (4.516 min): BF085435.D (-192) (-) m/z 83.10 100.00%
- 83
5000 43
98
e
71 420 4.40 4.60 4.80
89
Ol il A9 L 65 T B L Tm/z 55.10  78.77%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 ISR RRARE SRARE SRS LR
29 98 420 4.40 4.60 4.80
m/z 43.05 50.76%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 420 440 460 480
5000 43 m/z 98.10 35.19%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- ma e RE
5 83 420 4.40 4.60 4.80
m/z 39.10 24 _87%
41
5000
27 98
15 ‘ 69
SN S B J..??MH UL RN A TR S
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031416\

Data File : BF085435.D

Acq On : 14 Mar 2016 18:10

Operator : UM/SJ

ﬁ?ggle - H1757-06 TRACK-D-STOCKPICE-COMP2
ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 15.76 ng 790807 1,4-Dichlorobenzene-d4 6.93
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 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 250 (5.144 min): BF085435.D (-248) (-) m/z 43.10 100.00%
a3
59
5000
101
4.80 5.00 5.20 5.40
83
o...,....,....,....I,'::..?.l.:Ji....f.l...,.-...,....~,|....,....,....,....,...., m/z 59.10 57.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS A LU I
59 480 500 520 540
m/z 101.10 21.69%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.39%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one R e S Ra
43 4.80 5.00 5.20 5.40
m/z 41.05 8.92%
5000
55
b Tl | es7 8 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031416\

Data File : BF085435.D

Acq On : 14 Mar 2016 18:10

Operator : UM/SJ

ﬁ?ggle - H1757-06 TRACK-D-STOCKPICE-COMP2
ALS Vial : 17 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 4 unknown6.70 Concentration Rank 1

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

6.70 92.23 ng 4627040 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 386 (6.699 min): BF085435.D (-383) (-) m/z 132.10 100.00%
132
5000 68
40 | * 640 6.60 6.80 7.00
54 75 104 : . . .
0 ..,....,....,...:,".'.‘.‘7.,:.'..?%:.-.',..':.,..?‘.7,....,.'!..,.1.1:‘3.,...., b m/z 68.10 39.19%
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
5000 ISR SRS S R
6.40 6.60 6.80 7.00
3l ., 1 78 m/z 134.10 33.55%
0"P'”I”'W'”M'h'M'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 24.91%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14013: 1H-Benzimidazole, 2-methyl- e B e
132 6.40 6.60 6.80 7.00
m/z 96.10 16.57%
5000
Jas 28 3 52 77 90 14 5 |
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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8270-BF030316.M Tue Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085435.D

Acq On : 14 Mar 2016 18:10

Operator : UM/SJ

Sample : H1757-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 6 unknownl5.81 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.81 10.59 ng 422274 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methoxy-2-naphthonitrile 183 C12H9NO 067886-70-8 38
2 Quinoline-3-carbonitrile, 2-amin... 183 C11H9N3 028448-11-5 38
3 3-Methylpyrimido[1l,2-a]benzimida... 183 C11H9N3 085495-17-6 38
4 Benzenamine, N-methyl-N-phenyl- 183 C13H13N 000552-82-9 35
5 5-Amino-3-methyl-thiophene-2,4-d... 257 C11H15N04S 303101-08-8 35
Abundance Scan 1183 (15.808 min): BF085435.D (-1177) (-) m/z 183.20 100.00%
183
57
5000 o
112 211 257 596 e
439 467 I I I I
158 26 367 395 15.40 15.60 15.80 16.00 16.20
0f m/z 57.10 72.67%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #44794: 6-Methoxy-2-naphthonitrile
183
140
5000 UL BRI SR SURLILR B
15.40 15.60 15.80 16.00 16.20
m/z 43.10 52 .53%
1530 63 88113 | | |
m'z--> 0 50 160 150 200 250 300 350 400 450
Abundance
183
15.40 15.60 15.80 16.00 16.20
5000 m/z 71.10 44 .93%
155
o 51 77101128
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #44760: 3-Methylpyrimido[1,2-a]benzimidazole R e L
183 15.40 15.60 15.80 16.00 16.20
m/z 55.10 43.83%
5000 AA/AJ-/A//’\/MV\AA\\kL«v\rV
142
51 %1}15 |
0||||‘|"|‘|||h||||||||||||||||||||||||||||||| ||||||||||||||||||
m'z--> 0 50 100 150 200 250 300 350 400 450 15,40 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031416\

Data File : BF085435.D

Acq On : 14 Mar 2016 18:10

Operator : UM/SJ

3?22'6 - H1757-06 TRACK-D-STOCKPICE-COMP2
ALS Vial : 17 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]
n-Propyl acetate 2.86 4.1 ng 205344 1 6.93 1003350 20.0
3-Penten-2-one, 4. .. 4.52 4.0 ng 201346 1 6.93 1003350 20.0
2-Pentanone, 4-hy... 5.14 15.8 ng 790807 1 6.93 1003350 20.0
unknown6.70 6.70 92.2 ng 4627040 1 6.93 1003350 20.0
unknownl15.81 15.81 10.6 ng 422274 6 15.55 797607 20.0
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