LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078382.D

Aca On : 10 Apr 2015 4:-28

Operator : TP/1Z

Sample : 6G1782-18

Misc :

ALS Vial : 23 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-BF040115.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 1.058 13 15 18 rVB 72341 67547 6.67% 0.845%
2 1.173 21 25 28 rvB 89734 142481 14.08% 1.783%
3 1.310 35 37 40 rVB 64184 72328 7.14% 0.905%
4 1.630 64 65 75 rBv 76354 158762 15.68% 1.987%
5 4_.567 320 322 332 rBB 54085 82035 8.10% 1.027%
6 5.139 370 372 384 rBB 445223 646765 63.89% 8.095%
7 6.476 487 489 497 rBV 639877 673310 66.51% 8.428%
8 6.590 497 499 502 rBV 547021 704585 69.60% 8.819%
9 6.887 522 525 527 rBV 152834 188642 18.64% 2.361%
10 7.070 538 541 543 rBV 513250 546899 54.03% 6.845%

11 7.585 584 586 588 rBvV 460048 422710 41.76% 5.291%
12 8.465 660 663 665 rBvV 208443 257268 25.41% 3.220%
13 9.813 778 781 783 rBV 708105 883304 87.26% 11.056%
14 10.316 824 825 828 rBB 23781 28426 2.81% 0.356%
15 10.614 849 851 854 rBB 214791 303392 29.97% 3.797%

16 11.528 929 931 933 rBB 25161 26394 2.61% 0.330%
17 11.597 934 937 939 rBV 516582 516635 51.04% 6.466%
18 12.442 1009 1011 1014 rBV 302434 314738 31.09% 3.939%
19 14.443 1183 1186 1188 rBV 749642 1012289 100.00% 12.670%
20 15.620 1287 1289 1294 rBV 79045 132858 13.12% 1.663%

21 15.700 1294 1296 1299 rVB 286700 341177 33.70% 4_270%

22 16.420 1356 1359 1363 rBV 16282 32536 3.21% 0.407%
23 17.151 1419 1423 1428 rBV3 6680 20479 2.02% 0.256%
24 17.357 1438 1441 1444 rBV 309204 346690 34.25% 4 .339%
25 17.689 1468 1470 1473 rBV2 5953 10831 1.07% 0.136%
26 17.883 1485 1487 1489 rBV3 7222 10865 1.07% 0.136%
27 17.929 1489 1491 1494 rVvVv4 10821 21649 2.14% 0.271%
28 18.329 1521 1526 1531 rVB4 4634 13577 1.34% 0.170%
29 19.346 1612 1615 1620 rBV7 3527 10252 1.01% 0.128%
Sum of corrected areas: 7989424
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040915\

BF078382.D

10 Apr 2015 4:28

TP/1Z

G1782-18

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078382.D

Aca On : 10 Apr 2015 4:-28

Operator : TP/1Z

Sample : 6G1782-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Propane, 2,2-dimethoxy- Concentration Rank 8

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

1.06 7.16 ng 67547 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 15 (1.058 min): BF078382.D (-13) (-) m/z 73.10 100.00%
3
5000 43
89
55 1.001.10 1.20 1.30 1.40 1.50
ot e e e m/z 43.10 50.64%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.001.10 1.20 1.30 1.40 1.50
a1 89 m/z 89.10 28.24%
O |'?§t“"'??H"J'“|' “??l' "'ll*' '|""‘|""| T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
33
1.001.10 1.20 1.30 1.40 1.50
5000 m/z 41.10 10.19%
27
59 74
e L S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester
43 1.001.10 1.20 1.30 1.40 1.50
m/z 45.10 8.06%
71
5000 89
27
Jo 18 | ar|| sase | 101
m/z--> 10 20 30 40 50 60 70 8 9 100 1.001.10 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078382.D

Aca On : 10 Apr 2015 4:-28

Operator : TP/1Z

Sample : 6G1782-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.31 7.67 ng 72328 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 37 (1.310 min): BF078382.D (-35) (-) m/z 73.10 100.00%
]
5000
43
55 87
| 100 1.0 140 160
S LU N N N m/z 43.05  34.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.00 1.20 1.40 1.60
55 87 m/z 55.10 27.22%
0 2 e el
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
R 87 100 120 140 160
5000 m/z 87.10 25.10%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8155: 3-Pentanol, 2,4—dimethy|— LI L B L L L N B |
] 1.00 1.20 1.40 1.60
m/z 41.05 13.26%
5000 55
43
27
o 1B || 37\\“\ I__67 )l 8 98 115 N
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078382.D

Aca On : 10 Apr 2015 4:-28

Operator : TP/1Z

Sample : 6G1782-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4_.57 8.70 ng 82035 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 322 (4.567 min): BF078382.D (-320) (-) m/z 43.10 100.00%
43
59
5000
101 R L UL R
| 83 | 420 4.40 4.60 4.80 5.00
oYY 17 PSSRSO 1SSV MRS m/z 59.10 54.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL L
420 4.40 4.60 4.80 5.00
59 m/z 101.10 19.54%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 420 440 4.60 4.80 500
5000 m/z 58.10 15.27%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 5-Hexen-2-one LA L L L LB B L B
43 420 4.40 4.60 4.80 5.00
m/z 41.10 9.12%
5000
55
o ‘ |, 37,| a0 | 63 71 77 8 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078382.D

Aca On : 10 Apr 2015 4:-28

Operator : TP/1Z

Sample : 6G1782-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 6 unknown6.59 Concentration Rank 1

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

6.59 74.70 ng 704585 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 499 (6.590 min): BF078382.D (-497) (-) m/z 132.00 100.00%
32
5000 68
40 o 54 62“ 5o % 10 620 6.40 6.60 6.80 7.00
o} ST A M R PSS/ S AN [| S m/z 68.10 45.58%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AN AR RN R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 31.28%
38 44
0”'Wt”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.82%
33 44 g7 105
51 60 70 78 g 115
ot e e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine s R R
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.10 17.79%
5000 0
31 52
M % 7B ss | 105 M6
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078382.D

Aca On : 10 Apr 2015 4:-28

Operator : TP/1Z

Sample : 6G1782-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 8 1-Hexadecanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.62 7.79 ng 132858 Chrysene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 90
2 l1-Hexacosanol 382 C26H540 000506-52-5 87
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 87
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 1-Nonadecene 266 C19H38 018435-45-5 80

Abundance Scan 1289 (15.620 min): BF078382.D (-1287) (-) m/z 57.10 100.00%
57
5000 11 jk

3 1 139 207 15. 20 15. 40 15. 60 15. 80 16. 00
0 N —— m/z 55.10 95.16%

T
m/z--> 50 100 150 200 250 300 350
Abundance #83793: 1-Hexadecanol
55
83
5000

15.20 15.40 15.60 15.80 16.00
‘ 11 m/z 83.10 94.91%
om.mmmmwmww”

m/z--> 200 250 300 350
Abundance

43

15.20 15.40 15.60 15.80 16.00
m/z 43.10 94.47%

5000 83

5000

4

18 111
o 65 139 168 196 224 252 278 308 336 364
e et L R I e
m/z--> 50 100 150 200 250 300 350
Abundance #143984: Trichloroacetic acid, tetradecyl ester

83 15.20 15.40 15.60 15.80 16.00
m/z 69.10 81.72%
111 Ak\
139
’\ bl 2 e
50 100 150 200 250 300 350 15.20 15.40 15,60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040915\
Data File : BF078382.D

Acq On = 10 Apr 2015 4:28

Operator : TP/1Z

Sample - G1782-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
Propane, 2,2-dime... 1.06 7.2 ng 67547 1 6.89 188642 20.0
Butane, 2-methoxy... 1.31 7.7 ng 72328 1 6.89 188642 20.0
2-Pentanone, 4-hy... 4_57 8.7 ng 82035 1 6.89 188642 20.0
unknown6 .59 6.59 74.7 ng 704585 1 6.89 188642 20.0
1-Hexadecanol 15.62 7.8 ng 132858 5 15.70 341177 20.0
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