LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078721.D

Aca On : 22 Apr 2015 18:00

Operator : TP/1Z

Sample : 61938-11

Misc :

ALS Vial : 4 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
1 1.404 18 19 25 rBv 313451 582507 20.50% 5.146%
2 1.495 25 27 67 rvB 1395582 2842028 100.00% 25.109%
3 3.290 182 184 191 rVB 110683 147243 5.18% 1.301%
4 3.804 226 229 240 rVB 545251 682103 24.00% 6.026%
5 5.290 357 359 368 rBV 551669 690070 24.28% 6.097%

5.427 368 371 374 rBV 568550 734195 25.83% 6.486%
5.781 400 402 405 rBvV 110589 155319 5.47% 1.372%
6.022 420 423 426 rBvV 449005 536136 18.86% 4.737%
6.730 482 485 487 rBvV 314649 432409 15.21% 3.820%
7.942 589 591 594 rBvV 155289 220839 7.77% 1.951%

=
QO ~NO®

11 9.965 765 768 771 rBV 625317 846957 29.80% 7.483%
12 11.131 867 870 874 rBv2 217527 283683 9.98% 2.506%
13 12.605 996 999 1002 rBV 409361 577014 20.30% 5.098%
14 13.862 1106 1109 1112 rBV 241828 308828 10.87% 2.728%
15 15.817 1277 1280 1283 rVB 72807 87669 3.08% 0.775%

16 16.400 1328 1331 1334 rVB 923406 1032600 36.33% 9.123%
17 17.737 1445 1448 1451 rVB 343507 392522 13.81% 3.468%

18 18.857 1544 1546 1555 rBV 232020 380721 13.40% 3.364%
19 19.463 1596 1599 1602 rBV 298604 386060 13.58% 3.411%

Sum of corrected areas: 11318903
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078721.D

Aca On - 22 Apr 2015 18:00

Operator : TP/I1Z

Sample : G1938-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance : .
1400000 1150 TIC: BFO78721.D

1200000

1000000
800000
600000 3.80 5.2943

6.02

4000001 1.4(q 6.73

200000 399 578 7.94

I I |
7.50 8.00 8.50
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6.50 7.00

0 e L B B e e A e o e s e e e e s s e
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Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance : .
1400000 TIC: BFO78721.D

1200000
1000000

800000

9.96
600000

400000 1261

11.13 13.86

200000
15.82

R . D e il C O O L s B

Time--> 9.00 9.50 10.00 1050 11.00 1150 12.00 1250 13.00 13.50 14.00 14,50 15.00 1550  16.00

Abundance : .
1400000 TIC: BFO78721.D

1200000
100000011 ¢ 40
800000
600000

400000
17.74 19.46

18.86
200000

R B S A

Time--> 1650 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078721.D

Aca On : 22 Apr 2015 18:00

Operator : TP/1Z

Sample : 6G1938-11

Misc :

ALS Vial : 4 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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

3.29 18.96 ng 147243 1,4-Dichlorobenzene-d4 5.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-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 184 (3.290 min): BFO78721.D (-182) (-) m/z 43.10 100.00%
43
59
5000
ot 300 320 340 3.60
83 : : : :
...,....,....,....',':=..?.1.~:.|,....,....,.l...,...:,....,....,....,....,...., m/z 59.10 56.31%
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 L L L I I
59 300 320 3.40 3.60
m/z 101.10 19.14%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
300 3.20 340 3.60
5000 M m/z 58.10 15.87%
68
50 126 14
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- R B o
59 3.00 3.20 3.40 3.60
31 m/z 41.10 8.83%
5000 41
73
1\5 ‘ L 51\‘ , ‘ 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 300 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078721.D

Aca On : 22 Apr 2015 18:00

Operator : TP/1Z

Sample : 6G1938-11

Misc :

ALS Vial : 4 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

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 unknown5.43 Concentration Rank 2

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

5.43 94 .54 ng 734195 1,4-Dichlorobenzene-d4 5.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 371 (5.427 min): BF078721.D (-368) (-) m/z 132.00 100.00%
32
5000
68
96 T e ey £ R
40 54 75 104 5.20 5.40 5.60 5.80
e L e S e |l TW/z 68.10  35.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI A I IR I
5.20 5.40 5.60 5.80
78 m/z 134.00 33.14%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 5.40 560 580
5000 67 m/z 66.10 22.43%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A B LS S
132 5.20 5.40 5.60 5.80
m/z 69.10 14.07%
5000
104
51 o, 96 77
14 27 37 4491 58 | 5,89 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078721.D

Aca On : 22 Apr 2015 18:00

Operator : TP/1Z

Sample : 6G1938-11

Misc :

ALS Vial : 4 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

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 Cyclic octaatomic sulfur Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.82 4_47 ng 87669 Chrysene-di12 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 94
2 Benzoic acid. 2.5-dinitro- 212 C7H4N206 000610-28-6 38
3 1.2.5.6-Tetrathiocane 184 C4H8S4 001940-01-8 36
4 Methanethiol. N-(p-methoxvphenet... 304 C11H16N204S2 040283-94-1 33
5 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4N6S 013728-28-4 9
Abundance Scan 1280 (15.817 min): BF078721.D (-1277) (-) m/z 64.00 100.00%
a4
5000 128 160 256
96 192
| | - | 15.60 15.80 16.00 16.20
I”'W'”'IL”I”'W'”'PJ”I”'WL”'P'hI”'W'”'P'”I” m/z 159.85 43.89%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
160
5000 128 192 R S DU SURBURN SUN
15.60 15.80 16.00 16.20
32 96

204 ‘ m/z 127.90 42 .83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
30 75
92 R RmamE R S
168 15.60 15.80 16.00 16.20
m/z 255.80 40.10%
5000 50 120 212
62
104 135148 195
L e B o e I RARasmaa TS pa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45690: 1,2,5,6-Tetrathiocane R ERRRT R EE
64 15.60 15.80 16.00 16.20
45 o 124 184 m/z 95.90 22.48%
5000
78 156
el 100 s T8 SR A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078721.D

Aca On : 22 Apr 2015 18:00

Operator : TP/1Z

Sample : 6G1938-11

Misc :

ALS Vial : 4 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

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 Hexadecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.86 19.72 ng 380721 Perylene-di12 19.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 59
2 Octanamide 143 C8H17NO 000629-01-6 50
3 1.7-Octanediol. 3.7-dimethvl- 174 C10H2202 000107-74-4 43
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 42
5 Tetradecanamide 227 C14H29NO 000638-58-4 40

Abundance Scan 1546 (18.857 min): BFO78721.D (-1544) (-) m/z 59.10 100.00%

L

5000
112126 18 60 18 80 19. 00 19. 20
140 154
lroled 207 m/z 72.10 68.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59
5000 72 LANLINL LI L L LB LB
18 60 18 80 19. 00 19. 20
m/z 55.05 52.37%

Abundance

29 W | 86100114128 142 156170184 198 212 226 240 255
SN Y SO et SE 2 E LA L2 il M el
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
59

18.60 18 80 109. 00 19.20

5000 m/z 43.10 34.92%
72
44 86
16 29 100114127 143
L B L R ama ma s o R R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38496: 1,7-Octanediol, 3,7-dimethy!l- I REE L R EEE
9 18 60 1880 19. 00 19. 20

m/z 41.10 34 .33%

5000
43
83
15 29 i % 123 14 159

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 60 18 80 109. 00 19. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042215\
Data File : BF078721.D

Acq On : 22 Apr 2015 18:00

Operator : TP/1Z

Sample - G1938-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
2-Pentanone, 4-hy... 3.29 19.0 ng 147243 1 5.78 155319 20.0
unknown5.43 5.43 94.5 ng 734195 1 5.78 155319 20.0
Cyclic octaatomic... 15.82 4.5 ng 87669 5 17.74 392522 20.0
Hexadecanamide 18.86 19.7 ng 380721 6 19.46 386060 20.0
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