LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF032715\
Data File : BF078068.D

Aca On : 28 Mar 2015 8:22

Operator : TP/1Z

Sample : Gl667-21

Misc :

ALS Vial : 31 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-BF031115.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 1.218 27 29 32 rBv 182429 199396 29.42% 3.751%
2 1.344 37 40 43 rVB 67014 95458 14.08% 1.796%
3 1.504 51 54 57 rvB 35939 41507 6.12% 0.781%
4 1.744 73 75 88 rvB 48671 106957 15.78% 2.012%
5 4.819 341 344 347 rBV 11338 16195 2.39% 0.305%

5.367 390 392 399 rBV 118909 135198 19.95% 2.543%
6.659 504 505 514 rBB 83205 123121 18.17% 2.316%
519 rBvY 114554 148585 21.92% 2.795%
7.070 539 541 544 rBB 229032 213623 31.52% 4.018%
7.253 555 557 560 rBB 127080 139680 20.61% 2.627%
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11 7.768 600 602 605 rBvV 101624 92388 13.63% 1.738%
12 8.648 677 679 682 rBV 342058 300924 44 _.40% 5.660%
13 9.996 795 797 799 rBV 332141 290548 42.87% 5.465%
14 10.511 840 842 844 rBV 8101 8859 1.31% 0.167%
15 10.819 867 869 871 rBV 311981 337113 49.74% 6.341%

16 11.791 952 954 957 rBv2 183139 200169 29.53% 3.765%
17 12.648 1027 1029 1031 rBV 345158 369071 54.45% 6.942%
18 13.311 1086 1087 1090 rVB 8504 8330 1.23% 0.157%
19 13.414 1094 1096 1097 rBV 8789 9495 1.40% 0.179%
20 14.157 1158 1161 1163 rBV 86424 111139 16.40% 2.090%

21 14.431 1182 1185 1187 rBV 101620 120465 17.77% 2.266%
22 14.648 1201 1204 1206 rBV 599704 677782 100.00% 12.749%

23 14.717 1206 1210 1213 rVV 4606 8432 1.24% 0.159%
24 14.843 1216 1221 1223 rBV2 7374 16411 2.42% 0.309%
25 14.968 1231 1232 1236 rBV 7519 12329 1.82% 0.232%
26 15.368 1264 1267 1270 rBV2 3387 6924 1.02% 0.130%
27 15.483 1274 1277 1281 rVB 5189 8069 1.19% 0.152%
28 15.654 1290 1292 1295 rBV2 7647 13615 2.01% 0.256%
29 15.837 1304 1308 1313 rBV 25261 56749 8.37% 1.067%
30 15.928 1313 1316 1318 rVV2 375592 515416 76.04% 9.695%
31 15.963 1318 1319 1321 rVV 58225 58012 8.56% 1.091%
32 16.066 1325 1328 1329 rBV 6095 7106 1.05% 0.134%
33 16.443 1358 1361 1363 rBV 10684 14778 2.18% 0.278%
34 16.603 1373 1375 1378 rVB4 3719 6939 1.02% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF032715\
Data File : BF078068.D

Aca On : 28 Mar 2015 8:22

Operator : TP/1Z

Sample : Gl667-21

Misc :

ALS Vial : 31 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-BF031115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.660 1378 1380 1384 rBV3 3170 7930 1.17% 0.149%
36 17.140 1418 1422 1424 rBV2 4614 8228 1.21% 0.155%
37 17.243 1428 1431 1437 rBV 55250 114718 16.93% 2.158%
38 17.369 1439 1442 1444 rVB 9836 13751 2.03% 0.259%
39 17.483 1448 1452 1455 rBV3 2709 9382 1.38% 0.176%
40 17.574 1457 1460 1463 rVB 24746 40168 5.93% 0.756%
41 17.631 1463 1465 1468 rBVY 53896 63004 9.30% 1.185%
42 17.700 1468 1471 1477 rBV 351514 456683 67.38% 8.590%
43 18.900 1574 1576 1579 rVB3 5846 10140 1.50% 0.191%
44 19.049 1586 1589 1596 rVB2 22153 44957 6.63% 0.846%
45 19.220 1602 1604 1607 rBVY 5101 11587 1.71% 0.218%
46 19.277 1607 1609 1612 rVB3 55631 11539 1.70% 0.217%
47 19.437 1620 1623 1629 rVB 20984 42202 6.23% 0.794%
48 19.654 1639 1642 1644 rBV3 5596 11398 1.68% 0.214%

Sum of corrected areas: 5316470
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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:\HPCHEMI\BNA F\DATA\BF032715\

BF078068.D

28 Mar 2015 8:22

TP/1Z

G1667-21

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078068.D

Aca On : 28 Mar 2015 8:22

Operator : TP/1Z

Sample : Gl667-21

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 1

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

1.22 18.67 ng 199396 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 29 (1.218 min): BF078068.D (-27) (-) m/z 73.10 100.00%
73
5000 43
89 A
55 100 120 140 160
1 N R I P m/z 43.10 51.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 AR A - re—
1.00 120 140 1.60
31 89 m/z 89.10 27 .24%
0 III'"'I"25""I"'1'37"i"""'I"§‘7‘I"''Ill"l""l""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
% 58 89 100 120 140 160
5000 18 m/z 41.10 10.47%
%6 72
S R U S S SRS SURIILS IR IR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13101: Propanoic acid, 2-methyl-, propyl ester L L L R R S
43 1.00 120 140 1.60
m/z 45.10 7.56%
71
5000 89
27
0 18 | ar] sa s . 101 A
mz-> 10 20 30 40 50 60 70 80 90 100 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078068.D

Aca On : 28 Mar 2015 8:22

Operator : TP/1Z

Sample : Gl667-21

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 6

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

1.50 3.89 ng 41507 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 5

Abundance Scan 54 (1.504 min): BF078068.D (-51) (-) m/z 73.10 100.00%
3
5000 43
55 87 R 1 Y |
| 120 1.40 1.60 1.80
Ol e e e e Tm/z 43.10 37.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 "'I""I'/\'I""I""
43 1.20 1.40 1.60 1.80
55 87 m/z 87.10 26.18%
0 B wl
LI SU LI SURL L SU L SURELE SURBLEL SUREUI UL SRR SURELIL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
120 140 160 180
5000 43 87 m/z 55.10 24 .64%
15 72
37 52 59
S L UL BRI I UL UL SR ULILN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4305: Silane, ethyltrimethyl- B B ma mas Ee s
7B 1.20 1.40 1.60 1.80
m/z 41.10 12 .54%
5000 59
87
43
o 29 | 53 | &7 | “ 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078068.D

Aca On : 28 Mar 2015 8:22

Operator : TP/1Z

Sample : Gl667-21

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.78 Concentration Rank 2

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

6.78 13.91 ng 148585 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 516 (6.785 min): BF078068.D (-514) (-) m/z 132.00 100.00%
5000 68
0 g 75 % 104 6.40 6.60 6.80 7.00 7.20
01 m/z 68.10 46.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 LSRR RS L R
6.40 6.60 6.80 7.00 7.20
m/z 134.00 32.22%
J 15 28 3 = 6 77 90 104
iz B 20 B 50 B T B 80 1% 110 130 130 140
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.23%

33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T A P A
132 6.40 6.60 6.80 7.00 7.20

m/z 69.10 18.63%

5000

104
66
14 27 37445158 7 7T g9 97 | 115 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078068.D

Aca On : 28 Mar 2015 8:22

Operator : TP/1Z

Sample : Gl667-21

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 7 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.20 ng 56749 Chrysene-di12 15.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 11-Tricosene 322 C23H46 052078-56-5 87
3 1-Hexadecanol 242 C16H340 036653-82-4 83
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 83
5 Isotridecanol- 200 C13H280 027458-92-0 80
Abundance Scan 1308 (15.837 min): BF078068.D (-1304) (-) m/z 57.10 100.00%
57 83
41
5000 111
234 [\['\II”II”I”II”I”I
207 15.60 15.80 16.00 16.20
Ob vy m/z 43.10 90.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000

15.60 15.80 16.00 16.20
m/z 83.10 85.17%

125

153169 196 224

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
SRR H ENMNSS—
15.60 15.80 16.00 16.20
5000 83 m/z 97.10 81.94%

111
o 140 168 196 224243 266 294 322
4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #83793: 1-Hexadecanol A B L
15.60 15.80 16.00 16.20

m/z 55.10 77 .88%

5000

139

168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032715\
Data File : BF078068.D

Acq On : 28 Mar 2015 8:22

Operator : TP/1Z

Sample : G1667-21

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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... 1.22 18.7 ng 199396 1 7.07 213623 20.0
Butane, 2-methoxy... 1.50 3.9 ng 41507 1 7.07 213623 20.0
unknown6.78 6.78 13.9 ng 148585 1 7.07 213623 20.0
Trichloroacetic a... 15.84 2.2 ng 56749 5 15.93 515416 20.0
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