LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\

Data File : BF084398.D

Acq On : 12 Jan 2016 00:27 Instrument :
Operator : SJ/UM BNA_F

Sample - H1074-05 ClientSampleld :
Misc - HSR-WC-14-010516
ALS Vial : 25 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-BF123115.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 2.704 51 54 59 rvB 289894 391771 3.64% 0.437%
2 4._407 200 203 207 rBvV 204017 245848 2.28% 0.274%
3 5.059 257 260 269 rVB 2869464 4167772 38.72% 4.650%
4 5.482 294 297 299 rBV 9142450 10152688 94.32% 11.328%
5 6.499 383 386 389 rBV 6996487 8200807 76.18% 9.150%

6.625 394 397 400 rBV 7852030 9918369 92.14% 11.066%
6.853 415 417 419 rBV 2878746 2309235 21.45% 2.576%
7.013 428 431 433 rBV 8835928 8186229 76.05% 9.134%
7.425 463 467 469 rBV 6741129 7788401 72.35% 8.690%
8.145 527 530 533 rBV 2094715 3317289 30.82% 3.701%

=
QO ~NO®

11 9.219 621 624 626 rBY 10441298 10764606 100.00% 12.010%
12 9.893 680 683 685 rBV 3654016 3238223 30.08% 3.613%
13 10.682 749 752 755 rBV 5434062 6180412 57.41% 6.896%
14 11.379 810 813 815 rBV 2979739 2802323 26.03% 3.127%
15 12.968 949 0952 954 rBV 8454683 8422659 78.24% 9.397%

16 14.008 1041 1043 1046 rBV 1685529 1908803 17.73% 2.130%
17 15.437 1165 1168 1171 rBV 1165125 1631948 15.16% 1.821%

Sum of corrected areas: 89627383
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011116\

Data File : BF084398.D

Acq On : 12 Jan 2016 00:27

Operator : SJ/UM

ﬁ?ggle i H1074-05 HSR-WC-14-010516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084398.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011116\

Data File : BF084398.D

Acq On : 12 Jan 2016 00:27

Operator : SJ/UM

ﬁ?ggle i H1074-05 HSR-WC-14-010516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 4

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

2.70 3.39 ng 391771 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isobutylamine 73 C4H11N 000078-81-9 7
3 1-Butanamine 73 C4H11N 000109-73-9 5
4 Pentane 72 C5H12 000109-66-0 4
5 Acetic acid, l-methylethyl ester 102 C5H1002 000108-21-4 4

Abundance Scan 54 (2.704 min): BF084398.D (-51) (-) m/z 43.05 100.00%
43
5000
61 e
73 240 2.60 2.80 3.00
3639 48 57 8487
I””PWP”W”W””P“W“W”'PWP”W“M”“P”WJW“”PMP“W“W“ m/z 61.00 26.22%
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 R RS LR
o1 2.40 2.60 2.80 3.00
73 m/z 73.00 12.15%
1519 2731 39 57, 87
e T e e e
Abundance
30
2.40 2.60 2.80 3.00
5000 m/z 42.05 10.46%
‘/‘
41 73
15 21 37, 44 4952 28 70
JLRRRRNRRALY EARL) KA LAy MR RARAN ALY RARLY RARL) KAL) KAL) ULRANSRAAN RRRRI REAL) ALK RAL LA
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #731: 1-Butanamine e s e A,
30 2.40 2.60 2.80 3.00
m/z 41.10 8.70%
5000
1518 27 374144 505356 7073 |
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011116\

Data File : BF084398.D

Acq On : 12 Jan 2016 00:27

Operator : SJ/UM

ﬁ?ggle i H1074-05 HSR-WC-14-010516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 5

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

4.41 2.13 ng 245848 1,4-Dichlorobenzene-d4 6.85
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-Pentanone, 3-methylene- 98 C6H100 004359-77-7 87
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 64
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 64

Abundance Scan 203 (4.407 min): BF084398.D (-200) (-) m/z 55.10 100.00%
55
43
5000
98
71 4.00 4.20 4.40 4.60 4.80
89
e e S 63 LT L& L 15 hnsz 83.00  91.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 400 420 440 460 480
m/z 43.05 76.98%
23‘M 37 49| 6167 77 | 92
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
83
55
R SRR R
43 4.00 420 4.40 4.60 4.80
5000 m/z 98.10 30.46%
29
98
37 49 62 69
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3175: 2-Pentanone, 3—methy|ene— | NS B L B N B
43 55 4.00 4.20 4.40 4.60 4.80
m/z 39.05 26.30%
5000 83
27
‘ u‘ 37“\\‘ 49 ||, 63 70 77
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 | | 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011116\

Data File : BF084398.D

Acq On : 12 Jan 2016 00:27

Operator : SJ/UM

ﬁ?ggle i H1074-05 HSR-WC-14-010516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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.

5.06 36.10 ng 4167770 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (5.059 min): BF084398.D (-257) (-) m/z 43.05 100.00%
43
59
5000
101 U R UL UL SR
| 11 83 | 007 480 5.00 5.20 5.40
ot e e m/z 59.05 60.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN RS AL LA AR
59 480 5.00 520 540
m/z 101.10 19.21%
"'l"ﬁ}'f“' 'JI"' 'F?" }?%"' LA DAL UAREL B SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 m/z 58.05 16.95%
41
29 101
73 86
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl- T R o)
59 480 5.00 5.20 5.40
m/z 41.10 9.22%
5000 41
ZT
87
T }?I"' 'Mt"w‘i'?g'l J"??" BN PN U BRI S A AR AR RS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011116\

Data File : BF084398.D

Acq On : 12 Jan 2016 00:27

Operator : SJ/UM

ﬁ?ggle i H1074-05 HSR-WC-14-010516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 unknown6.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.62 85.90 ng 9918370 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 397 (6.625 min): BF084398.D (-394) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 620 6.40 6.60 6.80 7.00
o .:7?...!,*.9.6.1.1?.. e 20 Tm/z 68.10  48.58%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L AL
6.20 6.40 6.60 6.80 7.00
21 m/z 134.00 34.09%

\\MH | 79

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
132
A e e B S
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 31.31%
33 44 o 105
60 7" g0 115
L o e T L e e o o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE A

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.14%

5000

92

65
27 39 51 77 | 15, ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 6. 20 6.40 6. 60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011116\

Data File : BF084398.D

Acq On : 12 Jan 2016 00:27

Operator : SJ/UM

ﬁ?ggle i H1074-05 HSR-WC-14-010516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 2.70 3.4 ng 391771 1 6.85 2309240 20.0
3-Penten-2-one, 4. .. 4.41 2.1 ng 245848 1 6.85 2309240 20.0
2-Pentanone, 4-hy... 5.06 36.1 ng 4167770 1 6.85 2309240 20.0
unknown6 .62 6.62 85.9 ng 9918370 1 6.85 2309240 20.0
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