LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 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: CENTROID

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.184 22 26 29 rvB 268824 480530 8.55% 1.376%
2 1.413 43 46 49 rBY 4537809 5623121 100.00% 16.107%
3 1.550 55 58 61 rvB 344268 529938 9.42% 1.518%
4 1.721 71 73 76 rBv 322652 370098 6.58% 1.060%
5 1.847 82 84 96 rvB 179222 268637 4.78% 0.769%
6 5.036 362 363 369 rVB 242068 297230 5.29% 0.851%
7 5.550 406 408 411 rBV 1251367 1380793 24.56% 3.955%
8 6.819 517 519 522 rBVY 1356317 1391578 24.75% 3.986%
9 6.967 530 532 535 rBVY 1220721 1506022 26.78% 4.314%
10 7.265 556 558 560 rVB 508201 513277 9.13% 1.470%

11 7.447 571 574 577 rBV 1328578 1177764 20.95% 3.374%
12 7.950 616 618 621 rBvV 993820 871987 15.51% 2.498%
13 8.842 693 696 697 rBvV 604716 701668 12.48% 2.010%
14 10.179 811 813 816 rBV 1611000 1728453 30.74% 4_.951%

15 10.682 855 857 860 rBvV 48700 61228 1.09% 0.175%
16 10.831 868 870 873 rVvB 60349 72621 1.29% 0.208%
17 11.014 884 886 888 rBvV 811679 820294 14.59% 2.350%
18 11.916 962 965 967 rVB 71283 95567 1.70% 0.274%

19 11.985 969 971 974 rBvV2 909506 1152040 20.49% 3.300%
20 12.854 1044 1047 1049 rBvV 970145 989878 17.60% 2.835%

21 12.888 1049 1050 1052 rVB 150361 105158 1.87% 0.301%
22 12.945 1052 1055 1057 rBV 110642 119597 2.13% 0.343%

23 13.517 1103 1105 1108 rVB 67994 65505 1.16% 0.188%
24 13.619 1112 1114 1115 rBV 67562 89477 1.59% 0.256%
25 13.860 1133 1135 1139 rVB2 39450 58285 1.04% 0.167%
26 14.168 1158 1162 1164 rBV 49802 75535 1.34% 0.216%
27 14.271 1169 1171 1174 rVB3 40857 66079 1.18% 0.189%
28 14.362 1176 1179 1181 rBV 762953 764280 13.59% 2.189%
29 14.545 1191 1195 1196 rBV2 38226 64795 1.15% 0.186%

30 14.637 1200 1203 1205 rBV 669789 841311 14.96% 2.410%

31 14.854 1219 1222 1224 rVV 1898263 2166143 38.52% 6.205%
32 14.922 1224 1228 1230 rVV2 49736 92417 1.64% 0.265%
33 15.025 1234 1237 1238 rVV3 51245 89933 1.60% 0.258%
34 15.060 1238 1240 1242 rVB 129117 144023 2.56% 0.413%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 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: CENTROID

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.140 1246 1247 1249 rVV 81223 87484 1.56% 0.251%
36 15.185 1249 1251 1254 rVV 118419 147941 2.63% 0.424%
37 15.300 1259 1261 1263 rVB 58141 56719 1.01% 0.162%
38 15.334 1263 1264 1267 rBV 44575 58944 1.05% 0.169%
39 15.563 1280 1284 1285 rBV2 28933 63660 1.13% 0.182%
40 15.688 1293 1295 1298 rVB 63234 85272 1.52% 0.244%

41 15.825 1304 1307 1308 rBVY 89432 130072 2.31% 0.373%
42 15.883 1308 1312 1313 rVV3 42121 105838 1.88% 0.303%
43 16.020 1321 1324 1330 rBV3 202535 421801 7.50% 1.208%
44 16.145 1331 1335 1336 rVvv2 1152090 1887791 33.57% 5.407%
45 16.168 1336 1337 1339 rVV 415879 529520 9.42% 1.517%

46 16.271 1343 1346 1347 rBV2 98374 117754 2.09% 0.337%

47 16.431 1359 1360 1365 rVB3 60314 86343 1.54% 0.247%
48 16.557 1368 1371 1372 rBV2 40572 60018 1.07% 0.172%
49 16.637 1375 1378 1380 rBV 121181 155164 2.76% 0.444%
50 16.683 1380 1382 1384 rVB 47186 67321 1.20% 0.193%
51 16.751 1384 1388 1389 rBV 94727 142087 2.53% 0.407%
52 16.957 1404 1406 1409 rBV3 32466 62625 1.11% 0.179%
53 17.026 1409 1412 1413 rBV2 68701 140767 2.50% 0.403%
54 17.220 1427 1429 1430 rBV2 50335 73180 1.30% 0.210%

55 17.288 1433 1435 1437 rBV 67016 112255 2.00% 0.322%

56 17.414 1444 1446 1451 rBV 556120 1373572 24.43% 3.934%
57 17.528 1454 1456 1458 rVB 134391 201741 3.59% 0.578%
58 17.734 1471 1474 1477 rBV 386765 483047 8.59% 1.384%
59 17.791 1477 1479 1482 rVV 559077 752835 13.39% 2.156%
60 17.860 1482 1485 1491 rVB2 848820 1245759 22.15% 3.568%

61 19.311 1609 1612 1617 rVB2 292578 627821 11.16% 1.798%
62 19.494 1625 1628 1631 rBV 94504 223777 3.98% 0.641%

63 19.734 1646 1649 1656 rVB 224548 524780 9.33% 1.503%
64 19.974 1667 1670 1673 rVB 66987 110972 1.97% 0.318%

Sum of corrected areas: 34912122
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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\BF030215\

BF0O77536.D

2 Mar 2015 21:46

TP/1Z

G1399-12

S

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BFO77536.D
41

158.72 5.04

7.45

5.55 6'8697

7.26

0
Time-->

2.00 2.50

I
3.00 3.50

I
1.50 4.00 4.50 5.00

5.

50 6.00 6.50 7.00

7.50
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4000000

3000000

2000000

1000000

7.95

TIC: BFO77536.D

10.18

11.01 11.99

11.

A

10.68.83

12.85
14.36

J%?S 1%3@33861&ﬂ@&3&

0
Time-->

11.00 11.50

12.00

9.50

10.00 10.50

12.50 13.00 13.50 14.00

Abundance

4000000

3000000

2000000

1000000
4

TIC: BFO77536.D

14.85

0
Time-->

18.00 18.50

NA_an
LI B

15.00 15.50 16.00

16.50 17.00 17.50

19.00

19.50

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Cyclopentane, methyl- Concentration Rank 5

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

1.18 18.72 ng 480530 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 72
4 Cvclohexane 84 C6H12 000110-82-7 64
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 56

Abundance Scan 26 (1.184 min): BFO77536.D (-22) (-) m/z 56.10 100.00%
56
5000 4l 69
57| 51.| o Lo 84 100 120 140 160
“mumnW“W“W“WHTHW“W“LLW“WHHnmnwu¢nwuwumnmn. m/z 41.10 50.50%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69 AL L N I
1.00 120 140 1.60
o8 m/z 69.10 42 _.11%
84
15 it 37\‘\ SJM“ 65,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
/\I""I""I""I'
41 1.00 1.20 1.40 1.60
5000 m/z 55.10 25.08%
27
69
1 15 3337 51 | 60 65 | 7377 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1475: Propane, 2-cyclopropyl-
56 1.00 120 140 1.60
41 m/z 42.10 20.86%
5000
27
15 ‘ 69
1 ‘ |81 37/l 51 ]|, 6165 | 7377 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.41 219.11 ng 5623120 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Oxirane-2-carboxvlic acid. ethvl... 116 C5H303 1000192-50-3 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 46 (1.413 min): BFO77536.D (-43) (-) m/z 73.10 100.00%
73
43
5000
89
A R 100 15 Lho 1k 1hD
o e e | m/z 43.05 56.80%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 SRS SRR
1.00 1.20 1.40 1.60 1.80
89 m/z 89.10 30.58%
'I'?§'I"??I"'I"??I""I""I""I""I'"'I'"'I"
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
3 100 120 140 1.60 1.80
5000 m/z 41.10 11.40%
27
59 74
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7833: Oxirane-2-carboxylic acid, ethyl ester e A REamr EmaT R RS
20 4 1.00 1.20 1.40 1.60 1.80
m/z 45.10 8.75%
5000
88
I ” o e
mz-> 20 30 40 % 60 70 8 90 100 110 120 100 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.72 14.42 ng 370098 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 36
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 73 (1.721 min): BF077536.D (-71) (-) m/z 73.10 100.00%
7B
5000 43
55 87 B G N —
1.40 1.60 1.80 2.00
..,....,...3.3,|.'.'..5,0..|.~:~,..‘?7.,|.:..,....,....,....,. m/z 43.05 48.23%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 LSRR NS RS SRR
43 55 1.40 1.60 1.80 2.00
07 87 m/z 87.10 25.36%
il s0 | eer ;o
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
LRSS SRS SRR
1.40 1.60 1.80 2.00
5000 59 m/z 55.10 25.06%
87
43
29 38 53 67 102
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 1.40 1.60 1.80 2.00
m/z 41.10 12.92%
5000 43
58
[ i .
m/z--> 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.04 11.58 ng 297230 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 363 (5.036 min): BF077536.D (-362) (-) m/z 43.10 100.00%
43
59
5000
101 480 5.00 5.20 5.40
....,....',lu:..:|,....,8'.3...~,|....,....,....,....,....,210.7.. m/z 59.05 56.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LN I UL I
59 480 500 520 5.40
m/z 101.10 18.14%
T "'I"?f'ih"'*‘l"" ??" }?%" S SN DN UL B SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 m/z 58.10 15.35%
41
o9 101
73 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime e m e A Raw mama
43 480 5.00 5.20 5.40
m/z 41.10 8.71%
5000
101
15 31 | B g9 g6
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.97 Concentration Rank 2

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

6.97 58.68 ng 1506020 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 532 (6.967 min): BF077536.D (-530) (-) m/z 132.00 100.00%
132
5000 68
© s |l P J o8 680 b0 720 740
AN W - N | A m/z 68.10  45.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 L L R R
6.60 6.80 7.00 7.20 7.40
m/z 134.00 31.59%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 28.74%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 18.79%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN A S0 | SN
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.33 ng 95567 Acenaphthene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 2.2-Diphenvl-2-hvdroxvacetic acid 228 C14H1203 000076-93-7 52
3 .alpha.-Nitroacetophenone 165 C8H7NO3 000614-21-1 46
4 N-Methoxv-N-methylbenzamide 165 C9H11NO2 006919-61-5 43
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 38
Abundance Scan 965 (11.916 min): BF077536.D (-962) (-) m/z 105.00 100.00%
105
77 182
5000
51 UL SN SRR SRS
a9 | 63 152 165 11.60 11.80 12.00 12.20
SN S0 N~ S Y VSIS m/z 182.05 60.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44109: Benzophenone
105
77 182 A,
5000 UL U IR SN SRS
11,60 11.80 12.00 12.20
51 m/z 77.10 55.85%
2739 | 63 | 89 126139 152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105 183
VAN
77 UL SN SRR SRS
11.60 11.80 12.00 12.20
5000 m/z 51.05 18.32%
51
165
27 39 63 91 127139 152 194 210 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32692: .alpha.-Nitroacetophenone
105 11.60 11.80 12.00 12.20
m/z 165.05 9.65%
77
5000
51 91 165
39 ﬂ || 121133 149
m/z--> 20 45 éo 8b 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 10 2- Chloropropionic acid, he... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.02 4.47ng 421801  Chrysene-d12 16.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2- Chloropropionic acid. hexadec... 332 C19H37CI02  086711-81-1 91

2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 90
5 1-Nonadecanol 284 C19H400 001454-84-8 90
Abundance Scan 1324 (16.020 min): BF077536.D (-1321) (-) m/z 57.10 100.00%
15.60 15.80 16.00 16.20 16.40
m/z 83.10 96.23%
m/z--> 50 100 150 200 250 300 350
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83
111
5000 AU
15.60 15.80 16.00 16.20 16.40
29 196 m/z 43.10 93.11%
139 222
Iw\\l \‘l\ uhl ”:8: "‘l . IHI . |2§|9| . . |3|32| T
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15.60 15.80 16.00 16.20 16.40
5000 11 m/z 97.10 91.95%
139 167 106 222 266 294 322340
m/z--> 5|0 1CI)O 15|0 2CI)O ZéO 300 35|0
Abundance #144923: 2- Chloropropionic acid, octadecy! ester B e
7 83 15.60 15.80 16.00 16.20 16.40
m/z 55.10 90.85%
29
AP 168 o0 2 PP a1 g | | e S
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 11 5,12-Naphthacenedione Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.26 ng 140767 Perylene-d12 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.12-Naphthacenedione 258 C18H1002 001090-13-7 62
2 Benz(A)anthracene-7.12-dione 258 C18H1002 002498-66-0 46
3 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 41
4 Phenol. 4.4"-(1l-methvlethvlidene... 256 C17H2002 000079-97-0 38
51,1,3,3-Tetramethyl-1,3-disilaph... 256 C15H20Si2 032538-51-5 35
Abundance Scan 1412 (17.026 min): BF077536.D (-1409) (-) m/z 241.10 100.00%
1
5000
' 16.80 17.00 17.20 17.40
m/z 258.10 61.77%
m/z-> 0 50 100 150 200 250 300 350
Abundance #93435: 5,12-Naphthacenedione
258
202
5000 LB SRR SULIURE SUMIULE I
101 230 16.80 17.00 17.20 17.40
‘ m/z 202.05 40.34%
7
285\0|\\h\‘u‘ \1%(3'162 P
m/z-> 0 150 200 250 300 350
Abundance
258
' 16:80 17.00 17.20 17.40
5000 m/z 256.10 28.33%
202 5qn
101
18 50 75 129150 175
m/z-> 0 50 100 150 200 250 300 350
Abundance #92349: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5,5,... e me e
241 16.80 17.00 17.20 17.40
m/z 230.10 24 .46%
5000
185
142
s A e e
m/z-> 0 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077536.D

Aca On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 13 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.73 7.76 ng 483047 Perylene-di12 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 1474 (17.734 min): BF077536.D (-1471) (-) m/z 252.10 100.00%
252
5000
50 74 99 1T5 161 198 224 282 308 345367 394 1740 17.50 17.80 18.00
ob—20. 74 2,1 1ol 196 a7 il 282 308 345367 3 m/z 250.10 28.33%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000

17.40 17.60 17.80 18.00
m/z 253.10 18.12%

125
50 74 99, | 146 174 200 224

m/z--> 50 100 150 200 250 300 350
Abundance
252
S R R e
17.40 17.60 17.80 18.00
5000 m/z 125.10 12.92%
126
50 74 100 149 174 200 224
R o LA S o A o
m/z--> 50 100 150 200 250 300 350
Abundance #89814: Perylene AR R RS B
252 17.40 17.60 17.80 18.00
m/z 126.00 10.40%
5000
126
27 50 74 99, | 150 174 198 224
e B s L S B ot
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030215\
Data File : BF077536.D

Acq On : 2 Mar 2015 21:46

Operator : TP/1Z

Sample : G1399-12

Misc S

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
Cyclopentane, met... 1.18 18.7 ng 480530 1 7.26 513277 20.0
Propane, 2,2-dime... 1.41 219.1 ng 5623120 1 7.26 513277 20.0
Butane, 2-methoxy... 1.72 14.4 ng 370098 1 7.26 513277 20.0
2-Pentanone, 4-hy... 5.04 11.6 ng 297230 1 7.26 513277 20.0
unknown6 .97 6.97 58.7 ng 1506020 1 7.26 513277 20.0
Benzophenone 11.92 2.3 ng 95567 3 11.01 820294 20.0
2- Chloropropioni... 16.02 4.5 ng 421801 5 16.14 1887790 20.0
5,12-Naphthacened... 17.03 2.3 ng 140767 6 17.86 1245760 20.0
Benzo[e]pyrene 17.73 7.8 ng 483047 6 17.86 1245760 20.0

8270-BF021915.M Tue Mar 03 11:46:37 2015 Page: 13



