LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\

Data File : BF089221.D

Acq On 23 Jul 2016 6:51 Instrument :
Operator : UM/SJ BNA_F

Sample - H4129-15 ClientSampleld :
Misc - KMW-03-5.0-7.0
ALS Vial : 22 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-BF072016 .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 1.713 9 11 50 rvB 748762 1563476 87.93% 10.089%
2 4.719 272 274 283 rVB 39727 71715 4_03% 0.463%
3 5.164 311 313 343 rBV 1106315 1440398 81.00% 9.294%
4 6.239 404 407 414 rBV 1201713 1557587 87.59% 10.051%
5 6.353 414 417 419 rBV 1038729 1455757 81.87% 9.394%

6.582 435 437 448 rVWV 195395 262600 14.77% 1.694%
6.730 448 450 467 rVB 1052111 1128161 63.45% 7.280%
7.153 484 487 505 rBvV 727321 1013985 57.02% 6.543%
7.862 547 549 560 rBV 347458 386650 21.74% 2.495%
8.948 641 644 646 rBV 1390916 1778170 100.00% 11.474%

=
QO ~NO®

11 9.348 676 679 681 rBvV 300865 382093 21.49% 2.466%
12 9.611 699 702 704 rBV 419402 438610 24.67% 2.830%
13 10.399 768 771 781 rBV 898950 1092940 61.46% 7.052%
14 10.525 781 782 788 rVB 13663 23840 1.34% 0.154%
15 11.085 829 831 835 rBvV 404306 439971 24.74% 2.839%

16 12.674 967 970 972 rBV 1283421 1676252 94.27% 10.816%
17 13.588 1048 1050 1058 rBV 36042 98890 5.56% 0.638%

18 13.702 1058 1060 1073 rVB 393954 397128 22.33% 2.563%
19 15.040 1175 1177 1184 rBV 197621 289107 16.26% 1.866%

Sum of corrected areas: 15497330
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF072316\

BF089221.D

23 Jul 2016 6:51

UM/SsJ

H4129-15

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000
1000000
8000007 1.71

600000

400000

TIC: BF089221.D

5.16

4.72

6.24

6.35

6.58

6.73

7.15

200000 \J
0

—
Time-->

2.00 2.50

3.00

3.50

4.00

4.50 5.00

5.50

6.00

6.50

7.00 7.50

Abundance

1200000

1000000

800000

600000

400000

200000

7.86

TIC: BF089221.D
8[{95

10.40

9.61 11.09

12.67

13.

Ob——
Time-->

10.50 11.00

11.50

9.50

10.00

12.00

12.50

13.00

Abundance

1200000
1000000
800000
600000
13.70

400000

200000

TIC: BF089221.D

15.04

Ol
Time-->

14.00 14.50 15.00 16.50 17.00

17.50

18.00

18.50

19.00

8270-BF072016.

M Mon Jul 25 17:14:22 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089221.D

Acq On : 23 Jul 2016 6:51

Operator : UM/SJ

Sample : H4129-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 5.46 ng 71715 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 274 (4.719 min): BF089221.D (-272) (-) m/z 43.05 100.00%
a3
59
5000
101 RSB SARB R AR
49 83 | 4.40 4.60 4.80 5.00
o .M | N m/z 59.10 60.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR AR LR AR
440 4.60 4.80 5.00
59 m/z 101.10 21.52%
0 21 37| 53 ‘ 67 778 o1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
4.40 460 480 500
5000 m/z 58.10 16.02%
55
o 21 37 49 65717783 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8376: 2-Pentanol, 2,4-dimethyl- R R L R
59 440 4.60 4.80 5.00
m/z 41.10 10.13%
5000
43
27
o 37\\“ 53, | 65 71 77 83 101 45
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089221.D

Acq On : 23 Jul 2016 6:51

Operator : UM/SJ

Sample : H4129-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 3 unknown6.35 Concentration Rank 2

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

6.35 110.87 ng 1455760 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 417 (6.353 min): BF089221.D (-414) (-) m/z 132.00 100.00%
132 A
5000
68
96
40 sy 78 06 6.00 6.20 6.40 6.60
01 e B m/z 68.10 35.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.00 6.20 6.40 6.60
53 17 m/z 134.00 33.39%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60
5000 gg 116 m/z 66.05 22.31%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.00 6.20 6.40 6.60
m/z 96.10 14 _73%
5000
15 28 39 52 %3 77 00 104, |
e A A T ST Aa0Y A AT SRRy 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089221.D

Acq On : 23 Jul 2016 6:51

Operator : UM/SJ

Sample : H4129-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.98 ng 98890 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 58
2 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 58
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49
4 1-Hexacosanol 382 C26H540 000506-52-5 41
5 2-Decene, 7-methyl-, (2)- 154 C11H22 074630-23-2 38
Abundance Scan 1050 (13.588 min): BF089221.D (-1048) (-) m/z 57.10 100.00%
47 83
5000 111 /\\
13, z'o' 13.40 13.60 13. 8'0' 14.00
Oy m/z 55.10 98.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43
5000 83 ---- T[T T[T T T
1320 13.40 13.60 13.80 14.00
18 11 m/z 83.10 91.45%
0 |4l s 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
13.20 13.40 13.60 13.80 14.00
5000 m/z 43.10 90.66%
83
29 111
0 139 168 196 224 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6791: Cyclopentane, 1,1,3-trimethyl-
55 13.20 13.40 13.60 13.80 14.00
m/z 69.10 85.43%
83
5000
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089221.D

Acq On : 23 Jul 2016 6:51

Operator : UM/SJ

Sample : H4129-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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]
2-Pentanone, 4-hy... 4.72 5.5 ng 71715 1 6.58 262600 20.0
unknown6 .35 6.35 110.9 ng 1455760 1 6.58 262600 20.0
n-Tetracosanol-1 13.59 5.0 ng 98890 5 13.70 397128 20.0
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