LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078370.D

Aca On > 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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

0.990 6 9 13 rvB 26973 39929 3.83% 0.384%
1.058 13 15 18 rvV 1064035 973799 93.52% 9.363%
rBv2 58508 104566 10.04% 1.005%
1.310 35 37 40 rVB 313172 337012 32.37% 3.241%
1.538 56 57 64 rvB 8143 13985 1.34% 0.134%

abrwNPE
=
=
\l
w
N
o
N
)]
N
\l

1.630 64 65 77 rVB 108564 195409 18.77% 1.879%
4.510 314 317 320 rBV 26058 32307 3.10% 0.311%
4_567 320 322 333 rVB 59729 88793 8.53% 0.854%

5.150 370 373 385 rBB 520996 727965 69.91% 7 .000%
6.476 487 489 497 rBvV 571217 754658 T72.47% 7.256%

=
QO ~NO®

11 6.602 497 500 502 rBvV 583747 787028 75.58% 7.568%
12 6.887 523 525 527 rBV 211118 252713 24.27% 2.430%
13 7.070 538 541 543 rBV 595651 596078 57.25% 5.732%
14 7.585 584 586 588 rBV 522963 473666 45.49% 4 _.554%
15 8.465 660 663 665 rBv 344712 363023 34.86% 3.491%

16 9.813 778 781 783 rBV 971659 971591 93.31% 9.342%

17 10.328 824 826 828 rBB 36571 46293 4._.45% 0.445%
18 10.625 849 852 854 rBV 398677 442931 42.54% 4._.259%
19 11.528 928 931 933 rBB 16534 16153 1.55% 0.155%

20 11.597 935 937 940 rBV 625418 594015 57.05% 5.712%

21 12.442 1009 1011 1014 rBV 364375 458547 44.04% 4._.409%
22 14.443 1183 1186 1188 rBV 960675 1041270 100.00% 10.012%

23 15.631 1288 1290 1295 rBV 48233 91359 8.77% 0.878%
24 15.723 1295 1298 1300 rVvVv 405234 508007 48.79% 4 _.885%
25 16.477 1360 1364 1369 rBV2 8644 20804 2.00% 0.200%

26 17.483 1450 1452 1455 rBV 357038 468085 44.95% 4_.501%

Sum of corrected areas: 10399986
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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 1 Amylene Hydrate Concentration Rank 9

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

0.99 3.16 ng 39929 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene Hvdrate 88 C5H120 000075-85-4 78
2 3-Hexanol 102 C6H140 000623-37-0 40
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 38
4 Guanidine 59 CH5N3 000113-00-8 9
5 Butane, 2-methoxy- 88 C5H120 006795-87-5 9

Abundance Scan 9 (0.990 min): BF078370.D (-6) (-) m/z 59.10 100.00%
59
73
5000
43
51 1.00 1.10 1.20 1.30 1.40
Ol el S e m/z 73.10 59.59%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2068: Amylene Hydrate
59
73
5000
a1 43 1.00 1.10 1.20 1.30 1.40
m/z 55.10 43.68%
oL 15 H‘ 37‘\“\ 53 | 65 |
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
59
31 1.00 1.10 1.20 1.30 1.40
5000 43 73 m/z 43.10  30.44%
S A /20 N 2
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4363: 3-Pentanol, 2-methyl-
509 1.00 1.10 1.20 1.30 1.40
m/z 41.05 12 .44%
5000 73
1
Oy '|"'M“""'HML"'|??MM| "§?H" "|'§§'| ""19}"'|
m/z--> 10 20 30 40 50 60 70 8 90 100 1.00 1.10 1.20 1.30 1.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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 2 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.06 77.07 ng 973799 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 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 15 (1.058 min): BF078370.D (-13) (-) m/z 73.10 100.00%
73
5000 43
89
1.001.10 1.20 1.30 1.40 1.50
0 STl ! m/z 43.05 50.72%
LU SR SR UL UL FULRLEL ILELIL L SO S UL B - - ¢
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 29.38%
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
1.001.10 1.20 1.30 1.40 1.50
5000 m/z 41.10 9.62%
41 57
29
15 50
e S I UL SULIURS SUSIILS IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 1.001.10 1.20 1.30 1.40 1.50
43 m/z 45.10 7.53%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 il 82 8\9 100
m/z--> 10 20 30 40 50 60 70 8 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 : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.31 26.67 ng 337012 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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 37 (1.310 min): BF078370.D (-35) (-) m/z 73.10 100.00%
7B
5000 43
55 87 S U | U ——
37 | o7 1.00 1.20 1.40 1.60
SR LW P X R m/z 43.10 37.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A S AL S
43 1.00 1.20 1.40 1.60
55 87 m/z 55.10 25.83%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
A L AL
1.00 1.20 1.40 1.60
5000 - m/z 87.10 25.20%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2022: 1,3-Dioxolane, 2-methyl- L L L L L
73 1.00 1.20 1.40 1.60
m/z 41.10 12.16%
5000 43
58
0"w'“'w'mw“'w‘“'w'“l“'w'“'w'ml“'w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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 6 wunknown4.51 Concentration Rank 10

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

4.51 2.56 ng 32307 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 42
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 9

Abundance Scan 317 (4.510 min): BF078370.D (-314) (-) m/z 73.10 100.00%
B
5000
43
e
420 4.40 4.60 4.80
55 87 103
Ob el 2l 2 | M/Zz 43.10 31.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39016: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester
73
5000 IS AR R R LA
420 4.40 4.60 4.80
43 m/z 45.10 11.73%
0 27 “H 55 | 8 113 131 174
miz--> 20 40 60 80 100 120 140 160 180
Abundance
30
& IS RN RN L LA
420 4.40 4.60 4.80
5000 m/z 41.10 11.49%
44 58
18
S L L S L W L UL WL A B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4342: Pentane, 3-methoxy- e
7 420 4.40 4.60 4.80
m/z 71.00 7.08%
5000
45
29
0 H | ‘\‘ 5\5 dl 101
miz--> 20 40 60 80 100 120 140 160 180 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4_.57 7.03 ng 88793 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 322 (4.567 min): BFO78370.D (-320) (-) m/z 43.10 100.00%
43
59
5000
101 R L UL L
| 83 | 4.20 4.40 4.60 4.80 5.00
Obrrrprrrrprre el e e m/z 59.10 57.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R L UL L
420 4.40 4.60 4.80 5.00
m/z 101.10 20.29%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 420 440 460 480 500
5000 m/z 58.10 18.06%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R o
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.15%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 440 460 480 500

8270-BF040115.M Fri Apr 10 13:55:33 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.60 Concentration Rank 2

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

6.60 62.29 ng 787028 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 500 (6.602 min): BF078370.D (-497) (-) m/z 132.00 100.00%
5000
68
96 IIIIIIIIIIIIIIIIIII
40 54 7 87 05 6.20 6.40 6.60 6.80 7.00
o} R B m/z 134.00 33.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS RS R I
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 32.57%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 20.01%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB i B e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 12.87%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 1 | S
m/z--> 40 60 80 100 120 140 160 180 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 : BF078370.D

Aca On : 9 Apr 2015 20:46

Operator : TP/1Z

Sample : 6G1782-08

Misc :

ALS Vial : 14 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 10 1-Tetracosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.60 ng 91359 Chrysene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 87
2 l1-Hexadecanol 242 C16H340 036653-82-4 87
3 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 80
4 11-Tricosene 322 C23H46 052078-56-5 72
5 1-Hexadecene 224 C16H32 000629-73-2 59
Abundance Scan 1290 (15.631 min): BF078370.D (-1288) (-) m/z 55.10 100.00%
56
5000 11
20 15.40 15.60 15.80 16.00
ol ! m/z 57.10 99.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43
5000 83 I}"'I""I""I""I'/\II

15.40 15.60 15.80 16.00

0
18 " m/z 83.10 98.13%
0 |4l s 140 168 196 238 266 308 336
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
83 SN .V S
15.40 15.60 15.80 16.00
5000 m/z 43.10 97.47%
31 111
ol14 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester
43 15.40 15.60 15.80 16.00
m/z 69.10 80.06%
5000 69

ob. 26 Il | 125 153 182 210
Ferpree T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040915\
Data File : BF078370.D

Acq On 9 Apr 2015 20:46

Operator : TP/1Z

Sample - G1782-08

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Amylene Hydrate 0.99 3.2 ng 39929 1 6.89 252713 20.0
Propane, 2,2-dime... 1.06 77.1 ng 973799 1 6.89 252713 20.0
Butane, 2-methoxy... 1.31 26.7 ng 337012 1 6.89 252713 20.0
unknown4 .51 4 .51 2.6 ng 32307 1 6.89 252713 20.0
2-Pentanone, 4-hy... 4 .57 7.0 ng 88793 1 6.89 252713 20.0
unknown6 .60 6.60 62.3 ng 787028 1 6.89 252713 20.0
1-Tetracosanol 15.63 3.6 ng 91359 5 15.72 508007 20.0
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