LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060415_.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 height area % max. total
1 2.456 108 111 123 rVB2 262225 665392 18.54% 2.133%
2 2.936 149 153 158 rVB 231191 393283 10.96% 1.261%
3 6.124 430 432 435 rBV 2379172 2276824 63.42% 7.298%
4 7.107 515 518 520 rBV 2388055 2592266 72.21% 8.309%
5 7.279 530 533 535 rBV 2748895 2621898 73.04% 8.404%
6 7.507 551 553 555 rBY 746150 609997 16.99% 1.955%
7 7.667 565 567 569 rvB 2285255 1919719 53.48% 6.154%
8 8.068 599 602 604 rBV 1181672 1400637 39.02%  4.490%
9 8.799 664 666 669 rBY 979469 823835 22.95% 2.641%
10 9.873 758 760 763 rVvB 3617420 2975495 82.89% 9.538%

11 10.262 792 794 795 rBV 284249 286894 7.99% 0.920%
12 10.582 819 822 824 rBV 748587 964574 26.87% 3.092%
13 11.371 888 891 893 rBV 2180236 1898839 52.90% 6.087%
14 12.091 951 954 957 rBV 824217 1268751 35.34% 4._.067%
15 13.359 1063 1065 1067 rBV 388557 421676 11.75% 1.352%

16 13.622 1084 1088 1090 rBV 413962 493411 13.74% 1.582%
17 13.760 1097 1100 1102 rBV 3825873 3589793 100.00% 11.507%
18 14.777 1187 1189 1192 rBvV2 503072 533841 14.87% 1.711%
19 15.017 1207 1210 1218 rBV2 1236257 1861483 51.85% 5.967%
20 15.588 1258 1260 1266 rBV3 110821 183235 5.10% 0.587%

21 16.377 1326 1329 1335 rBV 188000 502231 13.99% 1.610%
22 16.491 1335 1339 1341 rBV3 119131 299460 8.34% 0.960%
23 16.788 1362 1365 1370 rVB 124948 211566 5.89% 0.678%
24 16.868 1370 1372 1376 rBV 138428 260900 7.27% 0.836%
25 16.960 1377 1380 1383 rBV 771771 1267464 35.31% 4._.063%

26 17.600 1433 1436 1439 rBvV 133552 246226 6.86% 0.789%
27 18.960 1551 1555 1563 rBV2 80337 273414 7.62% 0.876%

28 19.143 1568 1571 1575 rBV 64914 182087 5.07% 0.584%
29 21.132 1740 1745 1750 rVB5 49673 171459 4.78% 0.550%

Sum of corrected areas: 31196650
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF060415\

BFO79727.D
5 Jun 2015 5:12
TP/1Z
G2474-06
26 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF060415.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\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.94 12.89 ng 393283 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 153 (2.936 min): BF079727.D (-149) (-) m/z 73.10 100.00%
73
5000 43
55 87 S | G
128 2.60 2.80 3.00 3.20
rerprrerprrrrre el e e e eeee | m/z 43.10  38.29%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 BN SRR SR SRR
43 2.60 2.80 3.00 3.20
55 87 m/z 55.10 26.64%
29
LR AN L IR R LR R AR R LS R SRR LR B A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
2.60 2.80 3.00 3.20
5000 m/z 87.10 25.05%
43
2 15 24 53 66 88
mmmﬂmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2022: 1,3-Dioxolane, 2-methyl- A RELEE RS R
73 2.60 2.80 3.00 3.20
m/z 41.10 11.94%
5000 43
58
T P P e e BN SRR SRR AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
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 3 unknown7.28 Concentration Rank 1

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

7.28 85.96 ng 2621900 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 533 (7.279 min): BFO79727.D (-530) (-) m/z 132.10 100.00%
132
5000 68
40 | %6 700 720 7.40 7.60
54 - - - -
ot M 7787 Lapsus o hz 68.10  37.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R L IR U I
7.00 7.20 7.40 7.60
21 51 78 m/z 134.10 34.19%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
700 720 7.40 7.60
5000 67 m/z 66.10 23.39%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R E e e A n e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 15.04%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | S 1 CEN—
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
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 5 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.78 5.74 ng 533841 Chrysene-di12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI102 052132-58-8 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Cyclopentadecane 210 C15H30 000295-48-7 93
Abundance Scan 1189 (14.777 min): BF079727.D (-1187) (-) m/z 57.10 100.00%
97 83
226 LN UL SUNRULE BRI I
3 139 167 302 14.40 14.60 14.80 15.00
LA e A 2002827 3 Thyz 55.10  94.80%
m/z--> 50 100 150 200 250 300
Abundance #89781: 1-Octadecene
3
83
5000 R T UL UL
111 14.40 14.60 14.80 15.00
m/z 43.10 93.04%
2 | | \h i } |19 168 196 224 292
m/z--> 50 100 150 200 250 300
Abundance
55 g3
14.40 14.60 14.80 15.00
5000 m/z 83.05 87.06%
29 111
139 167 196 224
m/z--> 50 100 150 200 250 300
Abundance #127050: Acetic acid, chloro-, hexadecyl ester =prrrrprrrrr e
43 8 14.40 14.60 14.80 15.00
m/z 69.10 76.87%
5000 11
L b | 4139 166 196 222539 269
m/z--> 50 100 150 200 250 300 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
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 6 Acetic acid, chloro-, octad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.49 4.73 ng 299460 Perylene-di12 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, chloro-, octadecyl ... 346 C20H39CI0O2 005348-82-3 83
2 17-Pentatriacontene 491 C35H70 006971-40-0 80
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 78
4 1-Hexacosanol 382 C26H540 000506-52-5 64
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 58
Abundance Scan 1339 (16.491 min): BF079727.D (-1335) (-) m/z 57.10 100.00%
57 83
5000 /\\j\‘/\\\/v—\/
A BN BN BN B
151175001 237 343 16.20 16.40 16.60 16.80
bl A m/z 43.10 96.39%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139661: Acetic acid, chloro-, octadecy! ester
57 83
5000 L SN B I S
111 16.20 16.40 16.60 16.80
m/z 83.10 88 .58%
m/z--> 50 100 150 260 250 300 350 400 450 '
Abundance
43
16.20 16.40 16.60 16.80
5000 83 m/z 55.10 80.18%
111
139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #90869: 13-Tetradecen-1-ol acetate A e ERRm R
43 16.20 16.40 16.60 16.80
83 m/z 69.10 76 .39%
- ﬁ\dALJ\,.VVQ/Akﬁth\__,N,MJ
111
L) L 1139 167 104 204 254
m/z--> éo 100 150 200 250 300 350 400 450 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
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 8 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.60 3.89 ng 246226 Perylene-d12 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1436 (17.600 min): BF079727.D (-1433) (-) m/z 57.10 100.00%
g7
5000 85 .\~¢fg~\,~\,/\A\,ﬂ,wvﬁ,v__
LRI LN SR SURIURN B
113 17.20 17.40 17.60 17.80 18.00
141 207
oy U 169188207207 254276296316 3%6 9110 71,920
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane
57
5000 85 AR AR DR UL B
17. 20 17. 40 17. 60 17. 80 18 00
- m/z 43.10 61.05%
113
. \‘I \I‘w Ihl ‘l\ |“‘| H‘I f“ . ‘\I]‘?l I].Glgl :|I-9|7| ZIZIS . 2|54|. — T T
m/z--> 50 100 150 200 250 300 350
Abundance
43
17.20 17.40 17.60 17.80 18.00
5000 71 m/z 85.10 50.48%
99 127 155 183 2! 239
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #155178: Octacosane B R e
57 17.20 17.40 17.60 17.80 18.00
m/z 55.10 24 .59%
- T Mj\wNKA«r\/\/\/
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> % ﬁo ﬁo ﬁo ﬁo %o ﬁo ' ﬂ%ﬂ%ﬂmﬂ%mm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
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 9 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.14 2.87 ng 182087 Perylene-d12 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1571 (19.143 min): BF079727.D (-1568) (-) m/z 57.10 100.00%
g7
5000 ,/\»V__.NfVJ/\”ﬁ\afxvﬂ~\,
IUNAUMUVREER ISR SRR
3 141 183202 295 281 342 18.80 19.00 19.20 19.40
— ,I.' 165 2338 m/z 71.10 68.32%
m/z--> 50 100 150 200 250 300 350
Abundance #130016: Tricosane
57
5000 85 U AR SRR
mmmmmmwm
m/z 85.10 51.11%
113 324
3\ 1 \“ n h‘ I‘ \‘ 1ﬁ1 \‘ 1§9 | 1?7 | L 239 2§7 295 ‘
m/z--> §o 160 150 200 2éo 300 3éo
Abundance
57
g5 18.80 19.00 19.20 19.40
5000 m/z 43.10 49.03%
29
113 141 169 197 240 //\%_\/J\*/\,/\/v
m/z--> o '50" ' 160" "1éo" ' éooll "250" "300" "350
Abundance #142112: Pentacosane R
57 18.80 19.00 19.20 19.40
m/z 55.10 22.02%
5000 85 ﬂ/\NvavwﬁdJ/\/\\Wf“JA‘¥w
113
29 | [‘ | l“J [ | 169189 211 239 267 295 323 352
m/z--> m mo 1m 200 2m 300 3% mmmmmmwm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_M
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 10 Molybdenum, tricarbonyl[(1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.13 2.71 ng 171459 Perylene-di12 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Molybdenum, tricarbonyl[(1,2,3,4... 288 C11H10M003 012093-13-9 53
2 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 50
3 Methanone, (3,5-dimethyl-1-piper... 344 C23H24N20 349414-84-2 45
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 35
5 _beta.-L-Mannopyranose, 6-deoxy-... 452 C18H4405Si4 055057-22-2 27
Abundance Scan 1745 (21.132 min): BF079727.D (-1740) (-) m/z 204.20 100.00%
204
5000
20.80 21.00 21.20 21.40
m/z 43.10 88.98%
m/z--> 50 100 150 200 250 300 350
Abundance #110578: Molybdenum, tricarbonyl[(1,2,3,4,5,6-.eta.)-1,4-d...
4
5000 U VAU UG B
288 20,80 21.00 21.20 21.40
232 m/z 69.10 44 .06%
260
MM\ \M \M‘ e
m/z--> 250 300 350
Abundance
161 204
a1 U VR BUUIUE B
20.80 21.00 21.20 21.40
5000 &) 107 135 m/z 107.10 43.98%
m/z--> " 50 100 150 200 250 300 350
Abundance #138975: Methanone, (3,5-dimethyl-1-piperidyl)(2-phenyl-4-... I AL B
204 20.80 21.00 21.20 21.40
m/z 109.10 42 .83%
5000 344
55 75 112 232
176
s | oy | asotst 1T || 0u®T oy oy |
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079727.D

Acq On > 5 Jun 2015 5:12

Operator : TP/1Z

Sample : G2474-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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]
Butane, 2-methoxy... 2.94 12.9 ng 393283 1 7.51 609997 20.0
unknown7 .28 7.28 86.0 ng 2621900 1 7.51 609997 20.0
1-Octadecene 14.78 5.7 ng 533841 5 15.02 1861480 20.0
Acetic acid, chlo... 16.49 4.7 ng 299460 6 16.96 1267460 20.0
Octadecane 17 .60 3.9 ng 246226 6 16.96 1267460 20.0
Tricosane 19.14 2.9 ng 182087 6 16.96 1267460 20.0
Molybdenum, trica... 21.13 2.7 ng 171459 6 16.96 1267460 20.0
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