LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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 751021 1132201 26.20% 4.227%
2 1.412 43 46 49 rBY 4098579 4321834 100.00% 16.135%
3 1.550 55 58 61 rBv 877529 1280334 29.62% 4_.780%
4 1.721 71 73 76 rvB 206814 233380 5.40% 0.871%
5 1.847 83 84 94 rvVB 111035 161022 3.73% 0.601%
6 5.036 361 363 370 rVB 194322 225598 5.22% 0.842%
7 5.550 406 408 411 rBV 1012017 1065036 24.64% 3.976%
8 6.819 517 519 522 rBVY 1260802 1143480 26.46% 4.269%
9 6.967 530 532 535 rBY 1100869 1169985 27.07% 4.368%
10 7.264 555 558 560 rVB 559391 570599 13.20% 2.130%

11 7.447 572 574 576 rVB 1091820 946599 21.90% 3.534%
12 7.950 616 618 620 rBvV 827475 707263 16.36% 2.641%
13 8.842 693 696 698 rBvV 710889 792619 18.34% 2.959%
14 10.179 811 813 816 rBV 1279301 1332864 30.84% 4_.976%
15 11.013 884 886 888 rBV 929896 888070 20.55% 3.316%

16 11.985 969 971 974 rBV2 666649 852370 19.72% 3.182%
17 12.854 1044 1047 1049 rBvV 981308 1021346 23.63% 3.813%
18 12.888 1049 1050 1052 rVB 180112 127471 2.95% 0.476%
19 12.945 1052 1055 1057 rBV 79319 82477 1.91% 0.308%
20 13.619 1112 1114 1115 rBV 71920 84753 1.96% 0.316%

21 14.362 1176 1179 1181 rBV 612346 582537 13.48% 2.175%
22 14.637 1200 1203 1206 rBV 528501 676815 15.66% 2.527%
23 14.854 1219 1222 1224 rBV 1397227 1587857 36.74% 5.928%

24 15.059 1238 1240 1242 rVB 74922 90304 2.09% 0.337%
25 15.185 1249 1251 1253 rBV 89209 98047 2.27% 0.366%
26 15.825 1305 1307 1309 rBV2 55471 93905 2.17% 0.351%
27 15.871 1309 1311 1314 rVV2 55191 100127 2.32% 0.374%
28 15.951 1316 1318 1321 rVB3 44174 99982 2.31% 0.373%

29 16.020 1322 1324 1330 rBV3 183884 303768 7.03% 1.134%
30 16.157 1332 1336 1337 rVV2 969984 1545939 35.77% 5.772%

31 16.180 1337 1338 1340 rVB 242011 280440 6.49% 1.047%
32 16.660 1377 1380 1382 rBV 75288 110043 2.55% 0.411%
33 17.471 1448 1451 1456 rBV 274272 751645 17.39% 2.806%
34 17.791 1477 1479 1482 rBV 197763 257427 5.96% 0.961%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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: CENTROID

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.860 1482 1485 1488 rBV 273315 390245 9.03% 1.457%
36 17.928 1488 1491 1493 rBV 814805 1204163 27.86% 4._.496%

37 19.380 1616 1618 1625 rVB2 126578 265959 6.15% 0.993%
38 19.814 1653 1656 1659 rVB 110333 206647 4.78% 0.771%

Sum of corrected areas: 26785151
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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

Abundance TIC: BFO77534.D
8000000

6000000

1.41
4000000

2000000

555 6.88.97 7.45

118 || 1S ' 7.26
1.7285 5.04 '
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T
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77534.D
8000000

6000000
4000000

2000000
1018 11.01 12.85

7.95 8.84 ' 11.98 ' 14.36
. ] | A | 1#@@4 13.62

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77534.D
8000000
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14.85 16.16 17.93

17.47 11746
151619 1wapdhl8 1666 1938 1981

R e B

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

4.64
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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 4

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

1.18 39.68 ng 1132200 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 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 64
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 59

Abundance Scan 26 (1.184 min): BFO77534.D (-22) (-) m/z 56.05 100.00%
56
5000 41 69
e
84 1.00 120 140 1.60
...,....,....,....,....;....5,9.':|-.,‘??.-:,...7?,.!..?%..., m/z 41.10 51.53%
m/z--> 0 10 20 40 50 60 70
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69 L LA LA LR N
1.00 120 140 1.60
o8 o m/z 69.05 41 .33%
UL '|'}§'| "‘MH" "|""ﬁq"|§?" |"??|" T
m/z--> 0 10 20 40 50 60 70
Abundance
56
84 /\I""I""I""I'
1.00 120 140 1.60
5000 41 m/z 55.10 25.19%
69
27
15 50 63 77
miz--> 0O 10 20 30 40 50 60 70 8 90
Abundance #1448: Cyclobutane, ethyl— LA L L L B I L L B
56 1.00 120 140 1.60
a1 m/z 42.05 21.54%
5000
27
‘ ‘ 69
T '}""I'%é'l" l"l?:?"‘i""'Slo"*"l(??"‘l'??'l ?ﬁ"l""l [ A UL L N
m/z--> 0 10 20 40 50 60 70 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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.

1.41 151.48 ng 4321830 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 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 46 (1.412 min): BFO77534.D (-43) (-) m/z 73.10 100.00%
3
43
5000
89
1.00 1.20 1.40 1.60 1.80
55
e g8 e Tm/z 43.05 54.36%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 [T T T
1.00 1.20 1.40 1.60 1.80
a1 89 m/z 89.10 30.66%
T |"%¢'|"'%$l"'4§|"??l LB UL S B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160 180
5000 m/z 41.10 10.95%
27
59 74
L SR SR S LA UL SR SUELLLN FUL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine A R L L S .
43 1.00 1.20 1.40 1.60 1.80
32 m/z 45.10 8.60%
58 89
5000 18
"I""I"?%I""I'”'I'?"I""ji"l""l""l IR L S
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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 8.18 ng 233380 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 22
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12

Abundance Scan 73 (1.721 min): BF077534.D (-71) (-) m/z 73.10 100.00%
3
5000 43
55 87 S D
1.40 1.60 1.80 2.00
..,....,....,...3.3,|:.'..5,°..|..,....,'..-..,....,....,... m/z 43.05  40.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AL SRS AR RS SRR
43 1.40 1.60 1.80 2.00
55 87 m/z 87.10 25.13%
‘ﬁg 35 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 140 160 1.80 200
5000 m/z 55.10 24 .23%
29
15 67 97
miz--> 10 20 30 40 50 6 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 1.40 1.60 1.80 2.00
m/z 41.05 12.13%
5000 43
58
”I'"W"”Jﬁ"'I“"I'”'I"”I'*'W"J'P"'I”' LSRR SRS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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 7.91 ng 225598 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 363 (5.036 min): BFO77534.D (-361) (-) m/z 43.10 100.00%
43
59
5000
101 R L U L IR
37 51 | 83 | 480 5.00 5.20 5.40
L AR MEMU m/z 59.10 57.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LN IS UL I
59 480 500 520 5.40
m/z 101.10 19.29%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 16.05%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— ||||||||l|llll|llll|lll/
43 480 5.00 5.20 5.40
m/z 41.10 8.82%
5000
101
15 97 " 71
S SR N[ - P £ S - S N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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 3

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

6.97 41_.01 ng 1169990 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): BF077534.D (-530) (-) m/z 132.00 100.00%
5000 68
40 54 P 6.60 6.80 7.00 7.20 7.40
ol 207 281 m/z 68.10 45.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 L L R R
6.60 6.80 7.00 7.20 7.40
m/z 134.00 32.07%
31 51 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 28.13%
104
27 51 % g
wwmmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propiony! R B e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 17.78%
5000 98 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF077534.D

Aca On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample : G1399-08

Misc S

ALS Vial : 15 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 1-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.02 3.93 ng 303768 Chrysene-di12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Cyclotetradecane 196 C14H28 000295-17-0 90
Abundance Scan 1324 (16.020 min): BFO77534.D (-1322) (-) m/z 57.10 100.00%
3
5000 -m¥A,,~NNﬂ,JA\—vfMANWJJ“*
3 3815 178 234 15,60 15.80 16.00 16.20 16.40
1 . . . . .
196,420, 1,253 281300 m/z 43.10  96.13%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 97
69
5000 LA SR SRR SN B
15.60 15.80 16.00 16.20 16.40
125 m/z 55.10 94.79%
2% \‘ ‘ H \H \‘\ \L ‘\ A 1?4 182 210 238 266
m/z--> 55 100 150 200 250 300 3éo
Abundance
57 83
15,60 15.80 16.00 16.20 16.40
5000 111 m/z 83.10 91.29%
29
139 167185 210 238 263
m/z--> 55 160 1%0 200 250 300 3%0
Abundance #106400: 3-Eicosene, (E)- BRI BN L LR
15.60 15.80 16.00 16.20 16.40
83 m/z 69.10 81.31%
5000
29 111
\‘ L4 ” I ‘L | 139 167 196 224 252 280
m/z--> 50 160 150 260 2éo 360 3éo 15b0 1580 1&50 1&20 1&40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030215\
Data File : BF077534.D

Acq On : 2 Mar 2015 20:50

Operator : TP/1Z

Sample - G1399-08

Misc S

ALS Vial : 15 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 39.7 ng 1132200 1 7.26 570599 20.0
Propane, 2,2-dime... 1.41 151.5 ng 4321830 1 7.26 570599 20.0
Butane, 2-methoxy... 1.72 8.2 ng 233380 1 7.26 570599 20.0
2-Pentanone, 4-hy... 5.04 7.9 ng 225598 1 7.26 570599 20.0
unknown6 .97 6.97 41.0 ng 1169990 1 7.26 570599 20.0
1-Nonadecene 16.02 3.9 ng 303768 5 16.15 1545940 20.0
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