LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078388.D

Aca On : 10 Apr 2015 7:19

Operator : TP/1Z

Sample : 61782-03 5X

Misc :

ALS Vial : 29 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 0.978 7 8 12 rVB2 6192 6564 1.46% 0.161%
2 1.058 12 15 17 rBvV 122882 169676 37.81% 4.166%
3 1.173 22 25 27 rVB 43154 60778 13.54% 1.492%
4 1.310 34 37 39 rvB 46046 53718 11.97% 1.319%
5 1.630 63 65 77 rBv 75868 160040 35.66% 3.930%
6 4_.567 321 322 328 rBB 6998 12048 2.68% 0.296%
7 5.150 371 373 380 rBB 104780 125926 28.06% 3.092%
8 6.487 488 490 497 rVB 132953 139720 31.13% 3.431%
9 6.602 497 500 503 rBB 144346 145993 32.53% 3.585%
10 6.887 523 525 527 rBV 164967 204013 45.46% 5.010%

11 7.070 539 541 543 rBB 110176 108559 24.19% 2.666%
12 7.585 584 586 588 rBV 83890 76936 17.14% 1.889%
13 8.465 661 663 665 rBv 290245 289443 64.49% 7.107%
14 9.813 779 781 783 rBV 161137 177551 39.56% 4 _.360%

15 10.328 824 826 827 rBB 4869 5361 1.19% 0.132%
16 10.625 849 852 854 rBV 296908 328668 73.23% 8.071%
17 11.596 935 937 940 rBB 89715 84290 18.78% 2.070%
18 11.814 952 956 960 rBV 4712 11015 2.45% 0.270%
19 11.974 966 970 974 rVB4 2427 7189 1.60% 0.177%
20 12.442 1009 1011 1013 rBV 239394 330862 73.72% 8.124%
21 12.477 1013 1014 1016 rVvVv 30766 23714 5.28% 0.582%
22 12.545 1018 1020 1023 rVB 5914 6781 1.51% 0.167%
23 13.208 1075 1078 1079 rBV2 5402 7872 1.75% 0.193%
24 13.288 1083 1085 1088 rVB2 2397 4788 1.07% 0.118%
25 13.414 1093 1096 1098 rBV2 2461 4593 1.02% 0.113%
26 13.802 1128 1130 1131 rBV 2567 4503 1.00% 0.111%
27 13.940 1140 1142 1145 rVB 55990 56307 12.55% 1.383%
28 14.214 1164 1166 1169 rVB 53799 55063 12.27% 1.352%
29 14.351 1177 1178 1180 rBV 3307 5429 1.21% 0.133%
30 14.442 1183 1186 1188 rVB 194172 213210 47.51% 5.235%
31 14.488 1188 1190 1193 rBV3 2048 5534 1.23% 0.136%
32 14.637 1198 1203 1205 rBV2 10019 18085 4._.03% 0.444%
33 14.717 1207 1210 1212 rVB4 6067 10942 2.44% 0.269%
34 14.762 1212 1214 1216 rBV2 7292 15758 3.51% 0.387%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078388.D

Aca On : 10 Apr 2015 7:19

Operator : TP/1Z

Sample : 61782-03 5X

Misc :

ALS Vial : 29 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

35 14.797 1216 1217 1219 rVB2 4508 5287 1.18% 0.130%
36 14.922 1226 1228 1229 rBV2 3698 5054 1.13% 0.124%
37 15.060 1239 1240 1242 rBV2 3742 6323 1.41% 0.155%
38 15.185 1249 1251 1253 rBV3 3722 6337 1.41% 0.156%
39 15.403 1268 1270 1272 rVB3 6465 10284 2.29% 0.253%
40 15.528 1276 1281 1283 rBV5 9870 24975 5.57% 0.613%
41 15.631 1288 1290 1294 rBV2 27620 64241 14.31% 1.577%
42 15.711 1294 1297 1302 rVB 393909 448786 100.00% 11.020%
43 15.791 1302 1304 1306 rBV3 6390 8861 1.97% 0.218%
44 15.825 1306 1307 1309 rBV2 7343 8360 1.86% 0.205%
45 15.894 1310 1313 1315 rBVY 29067 41789 9.31% 1.026%
46 15.974 1318 1320 1322 rBV3 8398 16778 3.74% 0.412%
47 16.043 1324 1326 1329 rVVv4 9441 16576 3.69% 0.407%
48 16.271 1342 1346 1347 rBV4 9136 23190 5.17% 0.569%
49 17.003 1408 1410 1415 rBV 28910 66628 14.85% 1.636%

50 17.448 1447 1449 1452 rBV 316463 388002 86.46% 9.528%

Sum of corrected areas: 4072400
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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\

BF078388.D

10 Apr 2015 7:19

TP/1Z

G1782-03 5X

29 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 : BF078388.D

Aca On : 10 Apr 2015 7:19

Operator : TP/1Z

Sample : 61782-03 5X

Misc :

ALS Vial : 29 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 unknownl.06 Concentration Rank 1

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

1.06 16.63 ng 169676 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 38
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI302 1000115-31-4 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 15 (1.058 min): BF078388.D (-12) (-) m/z 73.10 100.00%
73
5000 43
89
55 1.001.10 1.20 1.30 1.40 1.50
o e e e m/z 43.10 44.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.001.10 1.20 1.30 1.40 1.50
31 89 m/z 89.10 30.46%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43
55 1.001.10 1.20 1.30 1.40 1.50
5000 m/z 41.05 8.56%
29
0 s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2102: Propane, 2-methoxy-2-methyl-
73 1.001.10 1.20 1.30 1.40 1.50
m/z 45.10 7.18%
5000
41
29 57
0"W"”I'”“I”'“LM”?%”LI”"PI'W"”I'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : BF078388.D

Aca On : 10 Apr 2015 7:19

Operator : TP/1Z

Sample : 61782-03 5X

Misc :

ALS Vial : 29 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 6

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

1.31 5.27 ng 53718 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 16
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 37 (1.310 min): BF078388.D (-34) (-) m/z 73.10 100.00%
7B
5000 43
55 87 S L Y L A —
| | 1.00 1.20 1.40 1.60
o 1N S S N m/z 43.10 37.50%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.00 1.20 1.40 1.60
55 87 m/z 87.10 26.87%
0 ?? 35 | ‘ 67 || 80
LR IR S UL SR UL SURLLIL SUR L SURL SUIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
N N AL
1.00 1.20 1.40 1.60
5000 m/z 55.10 26.10%
45
29
o 39 S g7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1852: Acetamide, N-ethyl-
30 1.00 1.20 1.40 1.60
m/z 41.10 13.97%
5000 43 87
15 72
0 | gl 37 | 52 59
m/z--> 10 20 30 40 50 i 70 80 90 100 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078388.D

Aca On : 10 Apr 2015 7:19

Operator : TP/1Z

Sample : 61782-03 5X

Misc :

ALS Vial : 29 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 unknown6.60 Concentration Rank 3

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

6.60 14.31 ng 145993 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 35
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 500 (6.602 min): BF078388.D (-497) (-) m/z 132.00 100.00%
32
5000
68
w0 st | % 620 6.40 6.60 6.80 7.00
Ol el sttt o el m/z 68.10 34.86Y%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS LS U I
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.05%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 21.48%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.91%
5000 6
41 97
‘ 53 . ‘ 117
0....‘i“..“.“.l“.“l‘.‘.“l‘..‘.hl....“luuH. T S BaREs RammaEEEE
m/z--> 40 60 80 100 120 140 160 180 200 220 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 : BF078388.D

Aca On : 10 Apr 2015 7:19

Operator : TP/1Z

Sample : 61782-03 5X

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : 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 7 Acetic acid, chloro-, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.86 ng 64241 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 90
2 Cvclopentadecane 210 C15H30 000295-48-7 72
3 17-Pentatriacontene 491 C35H70 006971-40-0 64
4 1-Eicosanol 298 C20H420 000629-96-9 58
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 49
Abundance Scan 1290 (15.631 min): BF078388.D (-1288) (-) m/z 55.10 100.00%
55 g3
5000
111
5189 N S ARAamsmes
Il lle T ||| 225 15.40 1560 15.80 16.00
ok A h T N B R m/z 83.10 84.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127051: Acetic acid, chloro-, hexadecy! ester
69
97
43
5000 L UL SIS BN B
15.40 15.60 15. 80 16. oo
125 m/z 43.10 82.45%
0 , \‘\m “ m “H‘ ‘\ ‘h \\\\1?4 196 224 269
m/z--> éo 100 150 260 2éo 360 3%0 460 4éo '
Abundance
55
8 " 1540 15.60 15.80 16.00
5000 m/z 57.10 80.03%
29 111
139 182210
e L L U L UL WL UL WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R AR RRRES T
43 15.40 15.60 15.80 16.00
m/z 69.10 73.74%
5000 83
J 111
o \ ‘ | 139167 196224 267292 321 462 490
m/z--> éo 160 1%0 260 250 300 350 460 4éo ' 15?0 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040915\
Data File : BF078388.D

Acq On = 10 Apr 2015 7:-19

Operator : TP/1Z

Sample : G1782-03 5X

Misc :

ALS Vial : 29 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]
unknownl1 .06 1.06 16.6 ng 169676 1 6.89 204013 20.0
Butane, 2-methoxy... 1.31 5.3 ng 53718 1 6.89 204013 20.0
unknown6 .60 6.60 14.3 ng 145993 1 6.89 204013 20.0
Acetic acid, chlo... 15.63 2.9 ng 64241 5 15.71 448786 20.0
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