LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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 1.207 26 28 30 rBv 349540 368927 36.80% 4.122%
2 1.321 35 38 41 rVB 81817 117638 11.74% 1.314%
3 1.481 50 52 55 rvB 70508 78446 7.83% 0.876%
4 1.721 71 73 82 rBv 82361 119363 11.91% 1.334%
5 4.773 338 340 345 rBV 60090 74273 7.41% 0.830%
6 5.333 386 389 397 rBV 461509 703961 70.23% 7 .865%
7 6.636 500 503 505 rBV 644566 718551 71.68% 8.028%
8 6.762 511 514 516 rBV 737661 774680 77.28% 8.655%
9 7.047 537 539 541 rBV 207702 233473 23.29% 2.608%
10 7.230 552 555 557 rBV 592494 566983 56.56% 6.334%

11 7.745 597 600 602 rBV 322979 428354 42.73% 4._.786%
12 8.625 674 677 679 rBvV 239545 325643 32.49% 3.638%

13 9.413 744 746 748 rBB 48403 47334 4.72% 0.529%
14 9.962 792 794 797 rBV 680818 837499 83.55% 9.356%
15 10.476 837 839 842 rBB 17417 15348 1.53% 0.171%
16 10.785 862 866 869 rBB 418411 396163 39.52% 4.426%
17 11.379 916 918 920 rBB 13709 12010 1.20% 0.134%
18 11.768 949 952 954 rBV 446047 509826 50.86% 5.696%
19 11.974 968 970 974 rBB 12114 16349 1.63% 0.183%
20 12.625 1024 1027 1029 rBV 292066 398435 39.75% 4.451%
21 14.237 1165 1168 1173 rBv4 5199 16759 1.67% 0.187%
22 14.408 1179 1183 1184 rBV3 4968 11076 1.10% 0.124%
23 14.614 1198 1201 1203 rBV 1038747 1002422 100.00% 11.199%
24 14.877 1216 1224 1227 rBV7 8820 42282 4.22% 0.472%
25 15.002 1233 1235 1237 rBV 14311 20632 2.06% 0.230%
26 15.117 1243 1245 1250 rBV4 9949 28097 2.80% 0.314%
27 15.391 1267 1269 1270 rBV 11189 18246 1.82% 0.204%
28 15.540 1280 1282 1284 rBV2 14239 19957 1.99% 0.223%
29 15.654 1288 1292 1293 rBV2 15158 35212 3.51% 0.393%

30 15.791 1302 1304 1310 rBV2 56290 128706 12.84% 1.438%

31 15.894 1310 1313 1315 rBV 399762 422982 42.20% 4._.725%
32 17.586 1458 1461 1468 rVB 361278 461444 46.03% 5.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 8951071
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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\BF033115\

BF078142.D
1 Apr 2015 6:27
TP/1Z
G1704-05
32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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 3

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

1.21 31.60 ng 368927 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 28 (1.207 min): BF078142.D (-26) (-) m/z 73.10 100.00%
73
5000 43
89
37 55 100 120 140 160
o) SRR 71 Y M iSSP m/z 43.05 45.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.00 120 140 1.60
a1 89 m/z 89.10 28.57%
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 L U I N
55 1.00 120 140 1.60
5000 m/z 41.10 9.30%
29
0 s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2103: Propane, 2-methoxy-2-methy!l- P
7B 1.00 120 140 1.60
m/z 42.10 6.99%
5000
57
- 41
0 15 | | “\ 50 1 ! 87
LU SRR SR UL UL FULRLIL IR SO S S B L AL I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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.

1.48 6.72 ng 78446 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 52 (1.481 min): BF078142.D (-50) (-) m/z 73.10 100.00%
73
5000 43
55 87
| 1.20 1.40 1.60 1.80
Ol et el e e m/Z 43.05 36.49Y%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80
55 87 m/z 55.10 27.36%
o ‘ﬁg 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
AR AR BB MR RS
41 55 87 1.20 1.40 1.60 1.80
5000 m/z 87.10 25.98%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- A e b
73 1.20 1.40 1.60 1.80
m/z 41.10 12.31%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.77 6.36 ng 74273 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 340 (4.773 min): BF078142.D (-338) (-) m/z 43.10 100.00%
43
59
5000
10! 440 460 480 500
83 : : : :
o...,....,....,....','::.‘.‘?..~.'!,....,....,.~...,...:,|....,. m/z 59.10 54.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR UL UL UL B
59 440 460 480 500
m/z 101.10 19.32%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.10 15.47%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4330: Butane, 1-ethoxy- e
50 440 4.60 4.80 5.00
31 m/z 41.10 8.58%
5000 41
73
0 1\5 ‘ | 147 53\‘ , ‘ 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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 6 unknown6.76 Concentration Rank 1

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

6.76 66.36 ng 774680 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 514 (6.762 min): BF078142.D (-511) (-) m/z 132.00 100.00%
32
5000
68
96 IIIIIIIIIIIIIIIIIIII
40 54 || &5 | 6.40 6.60 6.80 7.00
O e L e o e B m/z 68.10 33.33%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SN R
6.40 6.60 6.80 7.00
31 51 m/z 134.00 32 .54%
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
6.40 6.60 680 7.00
5000 67 m/z 66.10 21.06%
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 R e RRamE
132 6.40 6.60 6.80 7.00
m/z 96.10 12.69%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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 8 1,3-Benzodioxole, 5-(2-prop... Concentration Rank 9

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

9.41 2.91 ng 47334 Naphthalene-d8 8.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzodioxole. 5-(2-propenvl)- 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)... 162 C10H1002 017627-76-8 95
3 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 95
4 Benzene. 1.2-(methvlenedioxv)-4-... 162 C10H1002 004043-71-4 93
5 3(2H)-Benzofuranone, 4,6-dimethyl- 162 C10H1002 020895-44-7 52

Abundance Scan 746 (9.413 min): BF078142.D (-744) (-) m/z 162.10 100.00%
162
5000 104 131
77
51 [T T
39 63 91 9.00 9.20 9.40 9.60 9.80
0 || | m/Z 104.10 44.27%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30380: 1,3-Benzodioxole, 5-(2-propenyl)-
162
5000 R R R SRR R
. 104 131 9.00 9.20 9.40 9.60 9.80
51 m/z 131.10 43.23%
Lz ® @ g
miz-> 10 20 35 40 50 60 fo 80 90 100 110 150 130 150 150 160 170
Abundance
162
104 [T T
9.00 9.20 9.40 9.60 9.80
5000 o 77 131 m/z 103.10 34.21%
63
91
o 41 119 145
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30382: 1,3-Benzodioxole, 5-(1-propenyl)- e e
162 9.00 9.20 9.40 9.60 9.80
m/z 135.10 33.73%
5000
104 131
77
51
SEC Ao N N 1 .S N PO
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF033115\
Data File : BF078142.D

Aca On : 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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 9 unknownl15.79 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.79 6.09 ng 128706 Chrysene-di12 15.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 5-(phenvlazo)- 233 C15H11IN3 025117-46-8 12
2 Cyclohexane. 1-(1.5-dimethvlhexy... 280 C20H40 056009-20-2 10
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 10
4 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 9
5 5-[[(2-Methyl-furan-3-carbonyl)-... 249 C12H11NO5 1000274-42-2 9
Abundance Scan 1304 (15.791 min): BF078142.D (-1302) (-) m/z 77.10 100.00%
77
57 109
5000
3 217 342
184 249
126 I| | | 15.40 15.60 15.80 16.00 16.20
0 ol ,.. ..,. | | m/z 109.10  71.46%
m/z--> 50 100 150 200 250 300 350
Abundance #78016: Quinoline, 5-(phenylazo)-
77
5000 AR DR B SR B
01 128 1540 15.60 15.80 16.00 16.20
233 m/z 57.10 64 .15%
0|||||||||||||:=-5|6|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
4369
15.40 15.|60 15.|80 16.|00 16.|20
5000 m/z 55.10 58.60%
123 166
o 191 233 280
m/z--> B 'éo' ' "160' ' "150' B '260' B '250' - '300' ' "3éo"
Abundance #144923: 2- Chloropropionic acid, octadecy! ester I RREEEEEES T
7 83 15.40 15.60 15.80 16.00 16.20
m/z 71.10 52.81%
5000 1
29
04 AP 108 104 224 B0 291 a0 o
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033115\
Data File : BF078142.D

Acq On 1 Apr 2015 6:27

Operator : TP/1Z

Sample : G1704-05

Misc :

ALS Vial : 32 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... 1.21 31.6 ng 368927 1 7.05 233473 20.0
Butane, 2-methoxy... 1.48 6.7 ng 78446 1 7.05 233473 20.0
2-Pentanone, 4-hy... 4.77 6.4 ng 74273 1 7.05 233473 20.0
unknown6.76 6.76 66.4 ng 774680 1 7.05 233473 20.0
1,3-Benzodioxole, . .. 9.41 2.9 ng 47334 2 8.62 325643 20.0
unknownl15.79 15.79 6.1 ng 128706 5 15.89 422982 20.0
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