LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\

Data File : BF080174.D

Acq On : 25 Jun 2015 19:09 Instrument :
Operator : TP/IZ BNA_F

Sample - G2778-01 ClientSampleld :
Misc - NNESIDEWALL-062415
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-BF061715_.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 5.510 209 212 214 rBV 254935 367018 25.45% 3.508%
2 5.899 244 246 249 rBV 925035 943285 65.42% 9.016%
3 6.299 279 281 284 rBvY 25511 29778 2.07% 0.285%
4 6.893 331 333 336 rBY 838890 972404 67 .44% 9.294%
5 7.064 345 348 350 rBV 1042869 1052754 73.01% 10.062%

7.293 366 368 371 rVB 219258 190137 13.19% 1.817%
7.453 380 382 385 rBV 959189 769577 53.37% 7.356%
7.853 414 417 419 rBvV 790484 656983 45.56% 6.280%
8.585 479 481 484 rBvV 324235 261994 18.17% 2.504%
9.659 573 575 578 rVvB 1220078 1100432 76.31% 10.518%

=
QO ~NO®

11 10.048 607 609 612 rBvV 363300 299680 20.78% 2.864%
12 10.356 634 636 639 rvB 352841 301298 20.89% 2.880%

13 10.768 669 672 674 rBvY 13179 16912 1.17% 0.162%
14 11.156 703 706 708 rBv2 584375 805019 55.83% 7.695%
15 11.248 712 714 719 rVB 19740 21655 1.50% 0.207%
16 11.865 765 768 770 rBV 344965 331047 22.96% 3.164%
17 12.071 783 786 790 rvB2 8392 15456 1.07% 0.148%
18 12.139 790 792 794 rBV 13382 17480 1.21% 0.167%

19 13.534 912 914 917 rBV 1558215 1441964 100.00% 13.783%
20 14.585 1003 1006 1015 rBV 51923 105606 7.32% 1.009%

21 14.791 1022 1024 1027 rBV 377918 374033 25.94% 3.575%
22 15.762 1107 1109 1114 rBV2 22232 33200 2.30% 0.317%
23 16.654 1184 1187 1190 rBV 225824 354518 24 .59% 3.389%

Sum of corrected areas: 10462230
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\

Data File : BF080174.D

Acq On : 25 Jun 2015 19:09

Operator : TP/1Z

ﬁ?ggle : G2778-01 NNESIDEWALL-062415
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080174.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\

Data File : BF080174.D

Acq On : 25 Jun 2015 19:09

Operator : TP/1Z

ﬁ?ggle : G2778-01 NNESIDEWALL-062415
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.51 38.61 ng 367018 1,4-Dichlorobenzene-d4 7.29
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 212 (5.510 min): BF080174.D (-209) (-) m/z 43.10 100.00%
a3
59
5000
101 IR AN R UL LA
53 83 520 540 5.60 5.80
ot el e m/z 59.10 60.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S LR IS UL L
59 520 540 560 580
m/z 101.10 22.11%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 520 540 560 580
5000 m/z 58.10 16.15%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— L L L L L B L N B LA
43 520 540 5.60 5.80
m/z 41.10 8.80%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580
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8270-BF061715.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\
Data File : BF080174.D

Acq On : 25 Jun 2015 19:09

Operator : TP/1Z

Sample : G2778-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Acetamide, N-methyl- Concentration Rank 5

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

6.30 3.13 ng 29778 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 50
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 281 (6.299 min): BF080174.D (-279) (-) m/z 43.10 100.00%
43 73
5000
. ) 553 e 100 115 6.00 6.20 6.40 6.60 :
R A N R m/z 73.10 81.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 ISR LA RS LR
6.00 6.20 6.40 6.60
m/z 41.10 10.40%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
600 620 6.40 6.60
5000 58 m/z 115.10 8.57%
15
51
G s R UL RS IR I R RS R WS RAARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- T
43 6.00 6.20 6.40 6.60
100 m/z 42.10 7.90%
5000
115
o 29 37 || 515861 B798501 | 107
m/z--> 10 2 0 40 50 60 70 80 90 100 110 120 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\

Data File : BF080174.D

Acq On : 25 Jun 2015 19:09

Operator : TP/1Z

ﬁ?ggle : G2778-01 NNESIDEWALL-062415
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 3 unknown7.06 Concentration Rank 1

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

7.06 110.74 ng 1052750 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 348 (7.064 min): BF080174.D (-345) (-) m/z 132.10 100.00%
132
5000
68
" ok Tho 750 7h0
54 : : : :
ol 0o 85 |y 108 | m/z 68.10 34.58%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL UL L
6.80 7.00 7.20 7.40
31 51 m/z 134.10 33.23%
0"hMI'Hw'l'L"'w'L'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
" 680 7.00 7.20 7.40
5000 67 m/z 66.10 21.72%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil A Ra
132 6.80 7.00 7.20 7.40
m/z 69.10 13.55%
5000
91 105
39 51 65 77 117 | 146159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\

Data File : BF080174.D

Acq On : 25 Jun 2015 19:09

Operator : TP/1Z

ﬁ?ggle : G2778-01 NNESIDEWALL-062415
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.59 5.65 ng 105606 Chrysene-di12 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 87
2 1-Tetracosanol 354 C24H500 000506-51-4 64
3 1-Hexacosanol 382 C26H540 000506-52-5 64
4 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 50
5 1H-Imidazole, 4,5-dihydro-2-(1-m... 112 C6H12N2 040029-86-5 46
Abundance Scan 1006 (14.585 min): BF080174.D (-1003) (-) m/z 57.10 100.00%
83
5000 11
3 | 14.20 14.40 14.60 14.80 15.00
o 7 m/z 55.10 85.46%
m/z--> 50 100 150 200 250 300 350
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69
14.20 14.40 14.60 14.80 15.00
m/z 43.05 78 .29%
ol L‘ el \‘ 125 154 191 205224 252
m/z--> 5 100 150 200 250 300 350
Abundance
43
14.20 14.40 14.60 14.80 15.00
5000 83 m/z 83.10 76 .82%
18 111
0 65 140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol T B i RS,
43 14.20 14.40 14.60 14.80 15.00
m/z 97.10 75.18%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062515\

Data File : BF080174.D

Acq On : 25 Jun 2015 19:09

Operator : TP/1Z

ﬁ?ggle : G2778-01 NNESIDEWALL-062415
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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]
2-Pentanone, 4-hy... 5.51 38.6 ng 367018 1 7.29 190137 20.0
Acetamide, N-methyl- 6.30 3.1 ng 29778 1 7.29 190137 20.0
unknown? .06 7.06 110.7 ng 1052750 1 7.29 190137 20.0
Pentafluoropropio... 14.59 5.7 ng 105606 5 14.79 374033 20.0
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