LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087677.D
Aca On 4 Jun 2016 20:48 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22Ie - 1335902 (OM-SPS-002-160531
ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF060416.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 1.736 10 13 15 rvVV 3679517 5917793 100.00% 16.371%
2 1.770 15 16 26 rvB 402354 652599 11.03% 1.805%
3 1.907 26 28 47 rVB 2269889 4386807 74.13% 12.135%
4 2.147 47 49 66 rvB 88104 258238 4 .36% 0.714%
5 5.050 300 303 309 rBV 150169 229129 3.87% 0.634%

5.450 335 338 341 rBV 1975352 2246717 37.97% 6.215%
6.479 425 428 431 rBV 1802327 2359383 39.87% 6.527%
6.627 438 441 443 rBV 2259961 2676031 45.22% 7.403%
6.856 459 461 464 rBvY 922197 782027 13.21% 2.163%
7.016 472 475 477 rBV 2286174 2019693 34.13% 5.587%

=
QO ~NO®

11 7.416 507 510 513 rBV 1247979 1549933 26.19% 4.288%
12 8.148 571 574 576 rBV 928271 1051586 17.77% 2.909%
13 9.222 665 668 671 rBVY 2776500 2654654 44.86% 7.344%
14 9.611 700 702 705 rBV 233513 272566 4.61% 0.754%
15 9.896 724 727 730 rVB 1255693 1158567 19.58% 3.205%

16 10.685 793 796 798 rBV 1761556 1822079 30.79% 5.041%
17 11.382 854 857 859 rBV 1204690 1223366 20.67% 3.384%
18 11.908 901 903 911 rBV 55424 92501 1.56% 0.256%
19 12.697 970 972 977 rBV 56697 68655 1.16% 0.190%
20 12.971 993 996 998 rBvV 2532012 2778658 46.95% 7.687%

21 14.011 1084 1087 1089 rBV 1210214 1105545 18.68% 3.058%
22 15.440 1209 1212 1215 rBV 708516 842238 14.23% 2.330%

Sum of corrected areas: 36148765
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\

Data File : BF087677.D

Aca On 4 Jun 2016 20:48

Operator : UM/SJ

ﬁ?ggle i H3359-02 OM-SPS-002-160531
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO87677.D
1{74
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5.45
2000000 6.48

1500000
7.42

1000000 6.86

177,
500000

] 215 5.05

B e T R 1

T
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Abundance TIC: BF087677.D
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Abundance TIC: BFO87677.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087677.D

Aca On : 4 Jun 2016 20:48

Operator : UM/SJ

Sample = H3359-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknownl.74 Concentration Rank 1

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

1.74 151.35 ng 5917790 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 13 (1.736 min): BF087677.D (-10) (-) m/z 73.10 100.00%
73.1
43.1 ?
5000
89.1
55.1 1.70 1.80 1.90 2.00 2.10
ot e e ey m/z 43.10 52.69%
m/z--> 10 20 30 40 50 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 43.0
1.70 1.80 1.90 2.00 2.10
2.0 89.0 m/z 89.10 32.05%
0 ‘ | ‘ ‘\‘ | 4 5?0 |
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 70 80 90
Abundance
43.0
32.0
58.0 89.0 1.70 1.80 1.90 2.00 2.10
5000 18.0 m/z 41.05 10.16%
72.0
S L L UL UL UL UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #733: N-Ethylformamide
30.0 73.0 1.70 1.80 1.90 2.00 2.10
m/z 45.10 8.30%
5000
58.0
44.0
0 ...,.1.5‘..0:“.:‘“ ----i‘l‘-‘l-|----|----|ll--|----|----| ‘A—r—y——r—ﬁ*
m/z--> 10 20 30 40 50 70 80 90 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\

Data File : BF087677.D

Aca On 4 Jun 2016 20:48

Operator : UM/SJ

ﬁ?ggle i H3359-02 OM-SPS-002-160531
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.15 6.60 ng 258238 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
3 Glvcine 75 C2H5N02 000056-40-6 9
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 9
5 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7CI02 002568-30-1 9

Abundance Scan 49 (2.147 min): BF087677.D (-47) (-) m/z 75.10 100.00%
79.1
5000 45.1
| 571 180 200 220 240
s o o M 1 T S o e o SRS, m/z 73.10 76 .32%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 290 45.0 S R L I I
1.80 2.00 2.20 2.40
m/z 45.10 39.31%
0 M o || SO | s0 1m0
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
180 200 220 240
5000 m/z 41.05 28.20%
45.0
29.0
O |"3730|" ] ??10'|' L UL SR I '%qqu' T
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #870: Glycine
3d.0 1.80 2.00 2.20 2.40
m/z 47.05 19.24%
5000
75.0
450 574
O T T o T T T
m/z--> 20 30 40 50 60 70 8 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\

Data File : BF087677.D

Aca On 4 Jun 2016 20:48

Operator : UM/SJ

ﬁ?ggle i H3359-02 OM-SPS-002-160531
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.05 5.86 ng 229129 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 303 (5.050 min): BFO87677.D (-300) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 RN S L LR
| 831 | 4.80 5.00 5.20 5.40
1 = e MR m/z 59.10 52.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL UL UL I
59.0 480 500 5.20 540
0
150 4, 1010 m/z 101.10 18.37%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 18.02%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R RN mmma e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.11%
5000
101.0
oL 150 310 | 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\

Data File : BF087677.D

Aca On 4 Jun 2016 20:48

Operator : UM/SJ

ﬁ?ggle i H3359-02 OM-SPS-002-160531
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 unknown6.63 Concentration Rank 3

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

6.63 68.44 ng 2676030 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Xenon 132 Xe 007440-63-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 441 (6.627 min): BF087677.D (-438) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 SRS RARNE AR RELRESA
401 541 6.20 6.40 6.60 6.80 7.00
o....,...::n:...,.-:..,.:l-.',..7.5?,1....,..!.,%??.?....,....,d...,.. m/z 68.10 34.95%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS LR AR I
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 34 .37%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 22.60%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14560: Xenon RS LI LI N LI N LI
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.07%
5000
66.0
I L s I A R LA R LA AR R ISR SR R L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 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\BF060416\

Data File : BF087677.D

Acq On 4 Jun 2016 20:48

Operator : UM/SJ

ﬁ?ggle i H3359-02 OM-SPS-002-160531
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .74 1.74 151.3 ng 5917790 1 6.86 782027 20.0
Propane, 1,l1-dime... 2.15 6.6 ng 258238 1 6.86 782027 20.0
2-Pentanone, 4-hy... 5.05 5.9 ng 229129 1 6.86 782027 20.0
unknown6 .63 6.63 68.4 ng 2676030 1 6.86 782027 20.0
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