LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

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-BF031115.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 1.047 13 14 17 rVB 37157 31696 1.53% 0.219%
2 1.310 35 37 39 rvw 43121 46685 2.25% 0.322%
3 1.355 39 41 42 rVV 13323 22239 1.07% 0.153%
4 1.413 42 46 48 rVB 190358 339381 16.37% 2.341%
5 1.573 58 60 63 rvB 288218 318113 15.34% 2.195%
6 1.767 75 77 85 rBv 119650 163847 7.90% 1.130%
7 1.893 85 88 92 rvB2 89905 121630 5.87% 0.839%
8 2.373 126 130 133 rVB 15349 22230 1.07% 0.153%
9 2.910 174 177 181 rBvV 55129 100165 4.83% 0.691%
10 3.070 181 191 195 rvv3 13205 40625 1.96% 0.280%

11 4.201 286 290 293 rBV 336779 554852 26.76% 3.828%
12 4._407 305 308 312 rVvB 53505 76827 3.71% 0.530%
13 4.876 347 349 353 rBV 88229 123169 5.94% 0.850%
14 5.013 353 361 366 rvv 26806 108159 5.22% 0.746%
15 5.150 366 373 382 rVB 17520 57996 2.80% 0.400%

16 5.413 394 396 399 rBV 608919 648213 31.26% 4._.472%
17 6.567 495 497 500 rBvV 58758 75044 3.62% 0.518%
18 6.705 506 509 511 rBV 421480 427749 20.63% 2.951%
19 6.842 518 521 523 rBV 1127139 1176420 56.74% 8.116%
20 7.127 543 546 548 rBV 260540 251950 12.15% 1.738%

21 7.276 557 559 560 rBvV 28552 26709 1.29% 0.184%
22 7.310 560 562 565 rvB 1174535 1065420 51.38% 7.351%
23 7.607 585 588 589 rBvV 19682 23429 1.13% 0.162%
24 7.825 604 607 609 rBvV 783453 852510 41.11% 5.882%
25 7.893 611 613 615 rVB 82078 73311 3.54% 0.506%

26 8.430 653 660 664 rBv2 116333 316738 15.28% 2.185%
27 8.705 681 684 686 rBvV 323136 347308 16.75% 2.396%
28 8.888 697 700 702 rBV 192273 209392 10.10% 1.445%

29 9.059 713 715 721 rBV 58968 76969 3.71% 0.531%
30 9.185 724 726 732 rBV2 27613 35368 1.71% 0.244%
31 9.882 785 787 790 rBV 18166 21294 1.03% 0.147%

32 10.053 799 802 804 rBV 1801621 1817995 87.68% 12.543%
33 10.865 871 873 876 rVB 299701 403529 19.46% 2.784%
34 11.185 896 901 906 rBV3 42150 51489 2.48% 0.355%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.848 956 959 962 rBV 1052252 1030247 49.69% 7.108%
36 12.705 1032 1034 1037 rBV 445255 421712 20.34% 2.909%
37 14.705 1206 1209 1211 rBV 1940748 2073505 100.00% 14.306%

38 15.985 1319 1321 1324 rBV 444493 472685 22.80% 3.261%
39 17.700 1468 1471 1474 rBV 390033 467843 22.56% 3.228%

Sum of corrected areas: 14494443
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BFO77875.D
1500000
684 31
1000000
5.41
500000 6.70
4.20
1.57
1.41 177 713
-89 4.8 I
i 13k 2,37 298 07 am 45 6.5 7J‘F8 7.61
e b ey o i i o Ao peoro ——— 4o — e e A
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: BFO77875.D
10.05
1500000
11.85
1000000
7.82
500000 12.71
8.70 10.86
8.43 8,89
A i aua e
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: BFO77875.D
14,71
1500000
1000000
500000 15.99 17.70
O L L B L o e e T e o e e e IS B e e e e o e e e
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Ethanimidamide, N-cyano- Concentration Rank 18

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

1.05 2.52 ng 31696 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanimidamide. N-cvano- 83 C3H5N3 056563-07-6 50
2 Trichloromethane 118 CHCI3 000067-66-3 38
3 Isobutvronitrile 69 C4H7N 000078-82-0 27
4 Methane. oxvbisldichloro- 182 C2H2Cl140 020524-86-1 25
5 3-Aminopyrazole 83 C3H5N3 001820-80-0 14

Abundance Scan 14 (1.047 min): BF077875.D (-13) (-) m/z 82.95 100.00%
42 83
68
5000
54
| | | “‘ 1.00 1.10 1.20 1.30 1.40 1.50
I N — m/z 42.05 91.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1258: Ethanimidamide, N-cyano-
42 83
68
5000
1.00 1.10 1.20 1.30 1.40 1.50
m/z 68.10 64 .88Y%
M 53 60
e S RS RS RN RS RARRA RAASS AR RARAS AR RARSN RARRN RARSN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
83
1.00 1.10 1.20 1.30 1.40 1.50
5000 m/z 84.95 63.54%
47
0 13 35 58 70 118
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #471: |sobutyronitrile
42 1.00 1.10 1.20 1.30 1.40 1.50
m/z 54.00 28.86%
5000 68
28
54
i N
0"W?“'PJ”I”LI”“M‘”'MM”I“'W'“'P”'P'“I”'W'”'P'”P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 1.00 1.10 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Roflurane Concentration Rank 15

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

1.31 3.71 ng 46685 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Roflurane 192 C3H4BrF30 000679-90-3 72
2 Ethane. 2-chloro-1.1.2-trifluoro... 148 C3H4CIF30 000425-87-6 9
3 1H-Pvrrole. 1-methvl- 81 C5H7N 000096-54-8 5

4 Cvclohexane. 1.4-bisl(tert-butvl... 344 C18H4002Si2 1000221-82-2 4
5 Trichloroacetic acid, 4-tetradec... 358 C16H29CI1302 1000282-06-8 4

Abundance Scan 37 (1.310 min): BFO77875.D (-35) (-) m/z 81.00 100.00%
il
5000
R
51 63 111 127 1.00 1.20 1.40 1.60
94 139 163 211 : : : :
O bbbl AL LA R 2% Tm/z 51.00  12.39%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50648: Roflurane
81
5000 LA L L L L I L L L LB L
1.00 1.20 1.40 1.60
m/z 127.00 11.45%
15 51 63 113
0 31 ¥ 6 94 || 129141 161173 192
T T T e T e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
R RPPS
1.00 1.20 1.40 1.60
5000 m/z 110.90 10.67%
15 67
a1 Ot 95 117729 147
o o L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1103: 1H-Pyrrole, 1-methyl- R e
8l 1.00 1.20 1.40 1.60
m/z 112.90 9.89%
5000
42 53
152 || | es
ot it e
I [ I I | | I | | | I I I I I I
miz--> 20 40 60 80 100 120 140 160 180 200 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 5

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

1.57 25.25 ng 318113 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
3 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 60 (1.573 min): BFO77875.D (-58) (-) m/z 73.10 100.00%
73
5000
43
55 87 SN | G
39 | 1.20 1.40 1.60 1.80 2.00
51 | 59 7
0“v“wmW““W“v“WNW“Jm“Lmv“WMW“W““ﬂJP“wmw““vmv“ m/z 43.05 35.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 55.10 25.24%
0 ‘2? 33 39 4650 ‘ 59 69| o 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
120 1.40 160 180 2.00
5000 43 m/z 87.10 25.22%
58
0 46 55
A LA AN AN LR RAAA) ALY NARA KAL) RARL) RALA) RARAA LARE) KANA) RALRE RARREAA) AL RRAL AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl- R e EREE
30 1.20 1.40 1.60 1.80 2.00
m/z 41.05 11.29%
5000 43 87
15 72
o 18 27 39 /|46 5154 59 68 |
m/z--> 5 10 15 20 25 30 35 45 45 50 55 65 65 70 75 80 85 50 95 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 8 unknown3.07 Concentration Rank 16

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

3.07 3.22 ng 40625 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-oxo-. 2-hvdroxv... 146 C6H1004 033736-01-5 35
2 Methacrvlamide 85 C4H7NO 000079-39-0 14
3 1-Pentanol. 5-I(tetrahvdro-2H-pv... 188 C10H2003 076102-74-4 12
4 Pentane. 2-bromo-2-methvl- 164 C6H13Br 004283-80-1 10
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9

Abundance Scan 191 (3.070 min): BF077875.D (-181) (-) m/z 43.10 100.00%
67 85
5000
117 131
I || | 280 3.00 3.20 3.40
O o o e IR R I m/z 85.00 66.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20943: Butanoic acid, 3-oxo-, 2-hydroxyethy! ester
43
85
5000 U UL R I I

2.80 3.00 3.20 3.40
m/z 67.00 62.62%

58 69 103 116
LT |18 e
o RSN | NN PR [ S - s -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 8
e
2.80 3.00 3.20 3.40
5000 - m/z 41.10 58.13%
17 27 52
ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 \
Abundance #47730: 1-Pentanol, 5-[(tetrahydro-2H-pyran-2-yl)oxy]- i e a ma
85 2.80 3.00 3.20 3.40
69 m/z 69.00 38.32%
5000 4l
56
29 101
0 Ll w‘ | 115 130 143 158170187
B B LA B A e
m/z--> 20 40 60 80 100 120 140 160 180 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Butane, 1,1,3,4-tetrachloro... Concentration Rank 11

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

4.41 6.10 ng 76827 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1.1.3.4-tetrachloro-1.2.... 302 C4Cl4F6 000423-38-1 91
2 Ethane. 1.1.2-trichloro-1.2.2-tr... 186 C2CI3F3 000076-13-1 47
3 Butane.l.2.4-trichloro-heptafluoro- 286 C4CI3F7 000335-45-5 47
4 Methane. bromodichlorofluoro- 180 CBrCI2F 000353-58-2 27
5 Ethane, 1,1,2,2-tetrachloro-1-fl... 184 C2HCI4F 000354-14-3 25

Abundance Scan 308 (4.407 min): BF077875.D (-305) (-) m/z 100.90 100.00%
g5 101
5000
135
69 116 151 Trrr[rrrr[ it rrr [ rrrr 1T
49 | | || 179 4.00 4.20 4.40 4.60 4.80
Ol b e e b e e e m/z 85.00  83.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #118906: Butane, 1,1,3,4-tetrachloro-1,2,2,3,4,4-hexafluoro-
g5 101
5000 |""|""|'A"|""|"
31 4.00 4.20 4.40 4.60 4.80
116 30151 m/z 103.00 61.43%
0 A \\ s ‘ | 165179 217 267
m/z--> 26 45 éo 85 160 150 150 1éo 1éo 200 220 240 2éo 2é0
Abundance
101 151
400 420 440 460 4.80
5000 85 m/z 135.00 31.44Y%
31 66
o ar 11643 167 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110134: Butane, 1,2,4-trichloro-heptafluoro- A RS L
85 4.00 4.20 4.40 4.60 4.80
m/z 87.00 27.31%
5000
69 151
135
o 3t ar ‘ 101116 | | 166 201219 251265 282
m/z--> 26 45 éo 85 160 150 150 1éo 1éo 200 220 240 260 280 460 450 4ho 4%0 4%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.88 9.78 ng 123169 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 349 (4.876 min): BF077875.D (-347) (-) m/z 43.10 100.00%
43
59
5000
1o 460 4.80 5.00 5.20
83 : : :
0 b Pt e e e e reah || M7z 59.10  55.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 T
59 460 4.80 5.00 5.20
m/z 101.10 18.53%
15 4 101
0"ﬂ|'”h“ﬂ"*|“"F%"“'“'|"”|"'w"'w""w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 /\
460 480 500 520
5000 m/z 58.10 16.30%
101
15 31 %8 69 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3099: 5-Hexen-2-one e
43 460 4.80 5.00 5.20
m/z 41.10 8.68%
5000
55
2r 71 83 98
L L I U S WL B RS S SR RN RS R U L
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 12 Butanoic acid, 3-methyl- Concentration Rank 9

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

5.01 8.59 ng 108159 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 56
2 N-Carbomethoxv-N-methoxvmethvlamine 119 C4H9NO3 153654-07-0 38
3 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 9
4 L-Mannose. 6-deoxv- 164 C6H1205 003615-41-6 9
5 Pentanoic acid 102 C5H1002 000109-52-4 9

Abundance Scan 361 (5.013 min): BF077875.D (-353) (-) m/z 60.00 100.00%

]
5000
41
87

| 141 207 460 480 500 520 'é46'
o L e R S RSN m/z 41.10 36.12%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4193: Butanoic acid, 3-methyl-
60
5000 _l'ﬂ"""‘l‘"

41 4.60 4.80 500 5.20 5.40
27 87 m/z 43.10 30.74%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29
60

4.60 4.80 5.00 5.20 5.40

o

5000 m/z 45.05 26.64%
45
119
o bl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 )
Abundance #3979: Thiazole, 4,5-dihydro-2-methyl- e BA R m R ST S
60 4.60 4.80 5.00 5.20 5.40

m/z 87.10 23.76%

101
5000
45
0 33 ‘\ \“\H 73 86 I

m/z--> 20 40 60 80 100 120 140 160 180 200 4. 60 4.80 5.00 5.20 5.40

8270-BF031115.M Mon Mar 23 13:23:54 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 13 Butanoic acid, 2-methyl- Concentration Rank 13

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

5.15 4.60 ng 57996 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 78
2 Methanamine. 1.1-bis(2.2-dimethy... 231 C13H29N02 004909-78-8 50
3 Morpholine 87 C4H9NO 000110-91-8 9
4 2-Propenoic acid., 2-methvl-. but... 142 C8H1402 000097-88-1 9
5 1,2-Butanediol, 3,3-dimethyl- 118 C6H1402 059562-82-2 9

Abundance Scan 373 (5.150 min): BF077875.D (-366) (-) m/z 74.10 100.00%
2
57
5000 a1
87
K . 480 500 520 540
r—rp-—t—-rr- m/z 57.10 62.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4185: Butanoic acid, 2-methyl-
74
29 a1 57
5000 T
480 5.00 5.20 5.40
87 m/z 41.10 51.00%
0% '}?l”'“'h“k Jkl'ﬂjul'k"%o?"'l""l SRS R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 14
a1 480 5.00 5.20 5.40
5000 29 m/z 87.10 29.72%
144
o 87 101 117128 186
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1835: Morpholine B B e
29 57 480 5.00 5.20 5.40
m/z 39.00 21.51%
87
5000
2
0"}?Pm“'m“'“Iﬁg'lw“'l"”I"'W""P"'I”"I'”'
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\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 14 unknown6.84 Concentration Rank 1

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

6.84 93.39 ng 1176420 1,4-Dichlorobenzene-d4 7.13
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 521 (6.842 min): BF077875.D (-518) (-) m/z 132.00 100.00%
5000
68
0 | % J " 660 6.80 7.00 7.20
40 54 : : : -
Ol L7 87 L3S m/z 68.10 34.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URRBEUULEE L R
6.60 6.80 7.00 7.20
2 51 78 m/z 134.00 33.81%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 660 6.80 7.00 7.20
5000 67 m/z 66.10 21.79%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B
57 132 6.60 6.80 7.00 7.20
24 m/z 69.05 13.23%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 15 2,5-Furandione, 3,4-dimethyl- Concentration Rank 19

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

7.28 2.12 ng 26709 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Furandione. 3.4-dimethvl- 126 C6H603 000766-39-2 91
2 1.3-Butadiene 54 C4H6 000106-99-0 80
3 2.5-Dihvdrothiophene sulfone 118 C4H602S 000077-79-2 78
4 2-Cvclopenten-1-one 82 C5H60 000930-30-3 74
5 2-Cyclohexen-1-one, 2-methyl- 110 C7H100 001121-18-2 64

Abundance Scan 559 (7.276 min): BF077875.D (-557) (-) m/z 54.10 100.00%
39 54
82
5000
126 ”'P'AW"”I”"P'”
||| 67 | 7.00 7.20 7.40 7.60
o I 41 N S S m/z 39.10 84.43%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10760: 2,5-Furandione, 3,4-dimethyl-
39 54
5000 27 82
7.00 7.20 7.40 7.60
126 m/z 82.00 77 .56%
0 11— \H‘ 1 67 L 91
AR AR IR SRR RS SN LR INUREE RN AR RSN BARAE BARAN LALN S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
39 54
A
27 R UL UL IR I
7.00 7.20 7.40 7.60
5000 m/z 53.00 44 _65%
o 1 14
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8403: 2,5-Dihydrothiophene sulfone e e
54 7.00 7.20 7.40 7.60
m/z 51.00 19.99%
5000 39
64
27
0 5 | ap 85 118
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 720 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 17 Cyclopentene Concentration Rank 12

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

7.89 5.82 ng 73311 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 72
2 Bicvclol2.1.01pentane 68 C5H8 000185-94-4 64
3 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 59
4 1.4-Pentadiene 68 C5H8 000591-93-5 45
5 Spiropentane 68 C5H8 000157-40-4 43

Abundance Scan 613 (7.893 min): BFO77875.D (-611) (-) m/z 67.10 100.00%
67
53 112
5000
%9 140 R U R A
83 97 7.60 7.80 8.00 8.20
o...,....,....,...-!|,”:...~||!::.,:-.'!.',....,.-:..,.::-.,....,'.-...,.1.2.5.,....!...., m/z 53.10 57.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #418: Cyclopentene
67
5000 R U R R
7.60 7.80 8.00 8.20
39 53 m/z 112.00 52 .43%
27
0 | ‘\m\ ‘ il
R I AL UL SRR SRR IR LA SN IS SAREE RSN SRR BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67
760 7.80 8.00 820
5000 39 m/z 68.10 35.83%
53
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #431: 1-Butyne, 3—methy|— LI L L L LB
67 7.60 7.80 8.00 8.20
53 m/z 39.10 25.67%
5000
21 44
0'”I}?I”'W”'W'”W'”'P”'P'”I””I”'W”'W'”'P“'P'”P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 18 Benzeneacetic acid Concentration Rank 14

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

9.06 4.43 ng 76969 Naphthalene-d8 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 87
2 Benzene. (2-methoxvethvl)- 136 C9H120 003558-60-9 72
3 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 72
4 Benzoic acid. 4-methvyl- 136 C8H802 000099-94-5 59
5 Benzene, (bromomethyl)- 170 C7H7Br 000100-39-0 47

Abundance Scan 715 (9.059 min): BF077875.D (-713) (-) m/z 91.05 100.00%
o
5000
136
39 51 65 8.80 9.00 9.20 9.40
77 : : : :
bkl T 18T h77 136.00  30.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15709: Benzeneacetic acid
g1
5000 RS R A R R
136 8.80 9.00 9.20 9.40
65 m/z 92.10 16.35%
o 39 51 | 77 105 118
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
91
880 9.00 9.20 9.40
5000 45 136 m/z 65.00 15.41%
65
77 104
122
G L U S S W I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15718: Benzoic acid, 3-methyl- e
g1 8.80 9.00 9.20 9.40
136 m/z 39.10 8.49Y%
5000 119
65
39
oLgs 2 ST e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 19 Nonanoic acid Concentration Rank 20

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

9.18 2.04 ng 35368 Naphthalene-d8 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 64
2 Octanoic Acid 144 C8H1602 000124-07-2 53
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 38
5 D-Mannoheptulose 210 C7H1407 003615-44-9 33

Abundance Scan 726 (9.185 min): BF077875.D (-724) (-) m/z 60.00 100.00%
60 73
41
5000
115 129 B L s
||‘| ‘I | |8|7 98 B 8.80 9.00 920 9.40 9.60
O'W””P'”P”J””P”"”4””Ph'M'W””P”W“”I””P”W””P” m/z 73.00 84.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28744: Nonanoic acid
60 73
41
5000 .,..(\4 T T A
29 8.80 9.00 9.20 Mogm
H 87 o3 115 59 m/z 57.10 61.12%
0"v%?w"“|“""ké% "'M'“"hj"“lﬂ"w'“'l“'h'“'l“'w'ié?“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
73 880 9.00 920 9.40 9.60
5000 97 43 m/z 41.10 54 _.60%
85 101
o 51 115 199 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7850: Hexanoic acid
60 8.80 9.00 9.20 9.40 9.60
m/z 43.00 39.59Y%
5000 27 73
m/z--> 1'0 2'0 3'0 4'0 50 60 7'0 80 9'0 1(')0 110 12'0 1310 14'10 1éo 1('30 8.80 960 920 9110 960
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77875.D

Aca On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc oW

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 20 2(4H)-Benzofuranone, 5,6,7,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.55 ng 51489 Acenaphthene-d10 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(4HY-Benzofuranone. 5.6.7.7a-te... 180 C11H1602 015356-74-8 93
2 2(4HY)-Benzofuranone. 5.6.7.7a-te... 180 C11H1602 017092-92-1 38
3 3-Penten-2-one. 3.4-dimethvl-. s... 169 C8H15N30 016983-60-1 35
4 p-Menthan-2-one. 9-hvdroxv-. (1R... 170 C10H1802 021700-69-6 35
5 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 27
Abundance Scan 901 (11.185 min): BF077875.D (-896) (-) m/z 111.00 100.00%
111
60 73
5000
137
85 95 SNBSS H E
124 157 180 10.80 11.00 11.20 11.40 11.60
o N N N Y m/z 43.10 98.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42530: 2(4H)-Benzofuranone, 5,6,7,7a-tetrahydro-4,4,7a-tr...
111
43
5000 R UM UL UL R
137 10,80 11.00 11.20 11.40 11.60
27 180 m/z 73.00 71.70%
‘ ‘ 124 152 465
o I,H,\”;M M | HM u\‘ M Y .
m/z--> 20 40 80 100 120 140 160 180
Abundance
111
10.80 11.00 11.20 11.40 11.60
5000 43 m/z 41.10 70.10%
137
&7 180
55 81 9 124 152 165
O S T e T o
mz-> 20 40 60 80 100 120 140 160 180
Abundance #35673: 3-Penten-2-one, 3,4-dimethyl-, semicarbazone
111 10.80 11.00 11.20 11.40 11.60
41 m/z 60.10 65.80%
5000
67
53
H ‘ 81 % 125 154 169 /\
Ol “..|‘...“.,.H..,.M...l...‘.|..‘.. — Y| W I S | W
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
Data File : BFO77875.D

Acq On : 20 Mar 2015 20:54

Operator : TP/1Z

Sample : G1575-08

Misc W

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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]
Ethanimidamide, N... 1.05 2.5 ng 31696 1 7.13 251950 20.0
Roflurane 1.31 3.7 ng 46685 1 7.13 251950 20.0
Butane, 2-methoxy... 1.57 25.3 ng 318113 1 7.13 251950 20.0
unknown3 .07 3.07 3.2 ng 40625 1 7.13 251950 20.0
Butane, 1,1,3,4-t_.. 4.41 6.1 ng 76827 1 7.13 251950 20.0
2-Pentanone, 4-hy... 4.88 9.8 ng 123169 1 7.13 251950 20.0
Butanoic acid, 3-... 5.01 8.6 ng 108159 1 7.13 251950 20.0
Butanoic acid, 2-... 5.15 4.6 ng 57996 1 7.13 251950 20.0
unknown6 .84 6.84 93.4 ng 1176420 1 7.13 251950 20.0
2,5-Furandione, 3... 7.28 2.1 ng 26709 1 7.13 251950 20.0
Cyclopentene 7.89 5.8 ng 73311 1 7.13 251950 20.0
Benzeneacetic acid 9.06 4.4 ng 76969 2 8.70 347308 20.0
Nonanoic acid 9.18 2.0 ng 35368 2 8.70 347308 20.0
2(4H)-Benzofurano... 11.19 2.5 ng 51489 3 10.87 403529 20.0
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