LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012617\

Data File : BF092537.D

Aca On : 26 Jan 2017 20:58 Instrument :
Operator : SJ/MA BNA_F

Sample - 11448-05 ClientSampleld :
Misc : CHA-FB012417
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:\HPCHEM1I\BNA F\METHODS\8270-BF012417 .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 3.595 129 132 136 rVB 35078 61091 1.16% 0.166%
2 4.510 210 212 217 rVB 80376 98464 1.87% 0.267%
3 5.150 265 268 271 rBV 364845 465641 8.87% 1.263%
4 5.561 301 304 306 rBVY 2444797 2252491 42.89% 6.108%
5 6.590 391 394 396 rBY 1016679 1374144 26.16% 3.726%

6.739 404 407 409 rBV 3113450 3971469 75.62% 10.770%
6.967 425 427 430 rVB 1116097 958170 18.24% 2.598%
7.127 438 441 443 rBV 3738024 3481471 66.29% 9.441%
2937298 3312315 63.07% 8.982%
8.259 538 540 543 rvB 1237089 1234824 23.51% 3.349%
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11 9.345 632 635 638 rBV 4158530 5029298 95.76% 13.638%
12 9.493 646 648 651 rBvY 81021 92138 1.75% 0.250%
13 9.939 680 687 692 rBvV 64615 127796 2.43% 0.347%
14 10.030 692 695 697 rvB 1611013 1495223 28.47% 4 _055%
15 10.819 761 764 767 rBV 2601073 3021158 57.52% 8.193%

16 10.888 768 770 772 rVV 143201 146446 2.79% 0.397%
17 11.516 823 825 828 rVB 1693762 1465047 27.89%% 3.973%
18 12.088 872 875 877 rBv2 148714 153400 2.92% 0.416%
19 13.105 961 964 967 rBV 3986291 5252047 100.00% 14.242%
20 14.065 1046 1048 1053 rBV 53204 90054 1.71% 0.244%

21 14.156 1053 1056 1058 rBV 1625297 1554568 29.60% 4.216%
22 15.642 1182 1186 1192 rVB 774686 1184087 22.55% 3.211%
23 16.122 1226 1228 1231 rVB 39580 55022 1.05% 0.149%

Sum of corrected areas: 36876364
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\

Data File : BF092537.D

Aca On - 26 Jan 2017 20:58

Operator : SJ/MA

ﬁ?ggle i 11448-05 CHA-FB012417
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .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: BF092537.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012617\

Data File : BF092537.D

Aca On - 26 Jan 2017 20:58

Operator : SJ/MA

a?ggle i 11448-05 CHA-FB012417
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.51 2.06 ng 98464 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 78

Abundance Scan 212 (4.510 min): BF092537.D (-210) (-) m/z 55.05 100.00%
55 83
5000 43
98
R R AAE AT
34’ 420 4.40 4.60 4.80
0..,....,....,....-H:..‘.‘?'.'.-.'.,..??,....',.:..,....,.... m/z 83.10 94.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IBESARBE SR S
29 98 420 4.40 4.60 4.80
m/z 43.05 44 .71%
0 \‘\ ‘ 3?‘ AN 49\ ‘ | 62 67 7”7 | 89 L
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% IR RN R L LR
43 420 4.40 4.60 4.80
5000 m/z 98.10 31.33%
29
98
37 49 62 69
S I S SR SRS SIS UL SIS I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- L L LN L L B
55 420 4.40 4.60 4.80
83 m/z 39.10 29.19%
5000 41
27 98
ol — il — w:h SN 1 YU [ ??u‘??. /A VRN —
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012617\

Data File : BF092537.D

Aca On - 26 Jan 2017 20:58

Operator : SJ/MA

a?ggle i 11448-05 CHA-FB012417
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 9.72 ng 465641 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 268 (5.150 min): BF092537.D (-265) (-) m/z 43.10 100.00%
a3
59
5000
101 4.80 5.00 5.20 5.40
O S0l 3 e 8 | it ee 10 57.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17.12%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 15.78%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- P
50 4.80 5.00 5.20 5.40
m/z 41.05 8.91%
5000 41
31
| © g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki" "i""l""l'"g?l""l' I SARRENARRE AR AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012617\

Data File : BF092537.D

Aca On - 26 Jan 2017 20:58

Operator : SJ/MA

a?ggle i 11448-05 CHA-FB012417
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.74 Concentration Rank 1

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

6.74 82.90 ng 3971470 1,4-Dichlorobenzene-d4 6.97
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 407 (6.739 min): BF092537.D (-404) (-) m/z 132.10 100.00%
132
5000
68
40 | % 640 6.60 680 7.00
54 - - : -
Ot 17 87 | 3515y m/z 68.10  34.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U L SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.10 33.60%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 22.09%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B e e R
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 14.02%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, N | I
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012617\

Data File : BF092537.D

Aca On - 26 Jan 2017 20:58

Operator : SJ/MA

a?ggle i 11448-05 CHA-FB012417
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 5 unknownl12.09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.09 2.09 ng 153400 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethvlene alvcol 326 C14H3008 005617-32-3 49
2 Ethanol. 2.2"-Toxvbis(2.1-ethane... 194 C8H1805 000112-60-7 47
3 Hexaaol 282 C12H2607 002615-15-8 47
4 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 47
5 Pentaethylene glycol 238 C10H2206 004792-15-8 43
Abundance Scan 875 (12.088 min): BF092537.D (-872) (-) m/z 45.10 100.00%
5000 7
89
03 124 149 1180 12.00 12,20 12.40
0! m/z 43.05 57.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130518: Heptaethylene glycol
45

5000 R e EEanmams
11. 80 12. OO 12. 20 12. 40

89 m/z 57.05 43.70%
L |

oL 2 59 73 | 103117133147 163177101 207221 239 267281
i AT T b eet 239 | 26728)
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

45

11.80 12. OO 12. 20 12.40

5000 m/z 71.10 39.80%
89
o258 9975 103119133 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107065: Hexagol R e R
45 11.80 12.00 12.20 12.40

m/z 89.10 30.78%

5000
89

59
LT 78 103119 \ 149163177 195 239 282

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIAIIII TTriT TTr T Tr T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12.00 12.20 12.40

o
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF012617\

BF092537.D

26 Jan 2017 20:58

SJ/MA

11448-05

26 Sample Multiplier: 1

CHA-FB012417

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
| # RT Resp Conc]

1 6.97 958170 20.0
1 6.97 958170 20.0
1 6.97 958170 20.0
4 11.52 1465050 20.0

TIC Top Hit name RT EstConc Units Response
3-Penten-2-one, 4. .. 4.51 2.1 ng 08464
2-Pentanone, 4-hy... 5.15 9.7 ng 465641
unknown6.74 6.74 82.9 ng 3971470
unknown12 .09 12.09 2.1 ng 153400
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