LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 1.035 11 13 18 rVB2 906634 982563 17.01% 3.449%
2 1.230 28 30 33 rvB 101557 126567 2.19% 0.444%
3 1.310 34 37 39 rvB 649172 709728 12.29% 2.492%
4 1.401 42 45 48 rVB2 194684 320842 5.55% 1.126%
5 1.561 57 59 62 rvB 164109 231389 4_.01% 0.812%
6 1.767 75 77 82 rvv 130627 175932 3.05% 0.618%
7 1.881 85 87 92 rvv 831221 1396476 24.18% 4.902%
8 1.961 92 94 97 rvVB 237089 341363 5.91% 1.198%
9 2.361 122 129 133 rBvY 215008 364808 6.32% 1.281%
10 2.899 172 176 181 rVB 158533 312980 5.42% 1.099%
11 3.150 195 198 203 rVB 48055 93458 1.62% 0.328%

12 3.733 246 249 253 rBV 111081 204850 3.55% 0.719%
13 4.202 286 290 293 rVB 2049981 3109672 53.83% 10.917%
14 4._407 305 308 311 rVvB 80517 114688 1.99% 0.403%
15 4.967 352 357 359 rvv 129375 213650 3.70% 0.750%

16 5.024 359 362 363 rvv 141487 243024 4.21% 0.853%
17 5.047 363 364 367 rvVv 185009 212819 3.68% 0.747%
18 5.173 369 375 379 rvv 92826 159259 2.76% 0.559%
19 5.322 386 388 391 rVvB 416837 440060 7.62% 1.545%
20 5.413 394 396 399 rBV 466799 516200 8.94% 1.812%

21 5.630 413 415 417 rVwV 49796 67389 1.17% 0.237%
22 5.813 428 431 432 rBvY 139147 176523 3.06% 0.620%
23 5.847 432 434 437 rVB 159916 150809 2.61% 0.529%
24 6.247 466 469 473 rBvV 62260 83512 1.45% 0.293%
25 6.362 476 479 481 rVB 181839 174022 3.01% 0.611%

26 6.705 506 509 513 rVB 317640 325120 5.63% 1.141%
27 6.842 518 521 523 rBV 985841 1016419 17.60% 3.568%
28 7.128 544 546 548 rVB 238206 234957 4_.07% 0.825%
29 7.310 560 562 565 rvv 1057462 962066 16.65% 3.377%
30 7.825 604 607 609 rBvV 718591 775516 13.43% 2.722%

31 8.179 618 638 640 rBvV 989933 5776489 100.00% 20.278%
32 8.465 660 663 668 rvv 110589 224829 3.89% 0.789%
33 8.705 681 684 686 rvB 310834 320267 5.54% 1.124%
34 8.888 698 700 701 rBV 98129 100651 1.74% 0.353%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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

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

Method
Title

35 8.945 701 705 708 rvv 58068 139853 2.42% 0.491%

36 8.991 708 709 711 rvVv 153786 189716 3.28% 0.666%
37 9.025 711 712 715 rVvV 90465 131394 2.27% 0.461%
38 9.093 715 718 723 rvv2 251183 489717 8.48% 1.719%
39 9.231 724 730 732 rVV 138946 286978 4._.97% 1.007%
40 9.288 732 735 738 rVvv3 92267 196423 3.40% 0.690%

41 10.054 799 802 804 rVB 1541894 1551137 26.85% 5.445%
42 10.625 849 852 854 rBV 82137 106826 1.85% 0.375%
43 10.876 872 874 876 rVB 284004 373830 6.47% 1.312%
44 11.848 957 959 962 rBV 928613 943565 16.33% 3.312%
45 12.705 1032 1034 1037 rBVY 406393 408024 7.06% 1.432%

46 14.705 1206 1209 1211 rBV 1774887 1768981 30.62% 6.210%
47 15.883 1309 1312 1315 rBV 91738 129692 2.25% 0.455%
48 15.986 1319 1321 1324 rBV 452438 486347 8.42% 1.707%
49 17.163 1421 1424 1427 rBV 113607 146517 2.54% 0.514%
50 17.723 1470 1473 1476 rBV 391982 477884 8.27% 1.678%

Sum of corrected areas: 28485781
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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: BFO77888.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 unknownl.31 Concentration Rank 7

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

1.31 60.41 ng 709728 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Roflurane 192 C3H4BrF30 000679-90-3 25
2 1H-Pvrrole. 1-methvl- 81 C5H7N 000096-54-8 5
3 Cvclohexane. 1.4-bisl(tert-butvl... 344 C18H4002Si2 1000221-82-2 4
4 Uridine. 2"-deoxv-. 3".5"-diacetate 312 C13H16N207 013030-62-1 4
5 2-n-Butyl furan 124 C8H120 004466-24-4 4

Abundance Scahn 37 (1.310 min): BF077888.D (-34) (-) m/z 81.00 100.00%
8
5000
51 13157 163 100 120 140 160
Obrrrprrah B b L A2 S 12 A e m/Zz 112.90 11.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50648: Roflurane
81
5000 ERARBARSASERERSRRARE
1.00 1.20 1.40 1.60
m/z 110.90 11.09%
15 51 113
ol 8L P65 | 95 | 141 161175 192
m/z--> 20 46 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
81
A L AU
1.00 1.20 1.40 1.60
5000 m/z 51.00 9.93%
53
01327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138750: Cyclohexane, 1,4-bis[(tert-butyldimethylsilyl)oxy]-
8l 1.00 1.20 1.40 1.60
m/z 82.00 8.42%
5000
147
o 41 59 | | 99115133 | 17319507 25 287
m/z--> 20 40 65 80 100 120 150 160 180 260 220 240 260 280 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 15

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

1.56 19.70 ng 231389 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 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 59 (1.561 min): BF077888.D (-57) (-) m/z 73.10 100.00%
7B
5000 43
55 87 SN K VS —
1.20 1.40 1.60 1.80
0..,....,...3§,|!.'..5,0..|.-.-,....,'.:..,....,....,....,. m/z 43.10  39.54%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80
55 87 m/z 55.10 26.97%
0 ‘?? 35 ‘\w | 50 ‘ 67 || 80
mz-> 2 30 40 50 6 70 80 90 100 110
Abundance
73
ISR I R IR I
1.20 1.40 1.60 1.80
5000 59 m/z 87.10 24 .64%
87
43
o 29 38 53 67 102
mz-> 2 30 40 50 6 70 8 9 100 110
Abundance #4342: Pentane, 3-methoxy- .,....,....,....,../.\'},.
7B 1.20 1.40 1.60 1.80
m/z 41.05 12.58%
5000
45
29
o N 39‘» 50 % 67 |, 101
mz-> 2 30 40 50 6 70 8 9 100 110 120 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 6 Ethane, 1,1,2,2-tetrachloro... Concentration Rank 11

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

1.96 29.06 ng 341363 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1.2.2-tetrachloro-1.2-... 202 C2Cl4F2 000076-12-0 91
2 Ethane. 1.1.1.2-tetrachloro-2.2-... 202 C2CIl4F2 000076-11-9 43
3 Butane. 1.1.2.3.4.4-hexachloro-1... 334 C4CI6F4 000375-43-9 42
4 Trichloromonofluoromethane 136 CCI3F 000075-69-4 38
5 Methane, bromodichlorofluoro- 180 CBrCI2F 000353-58-2 35

Abundance Scan 94 (1.961 min): BF077888.D (-92) (-) m/z 100.90 100.00%
101
167
5000
117 SRR LR R IR I
47 66 82 " 13 2148 | 185 1.60 1.80 2.00 2.20
Obrrrrprrreprrepdrebee et b b 28| M7z 166.90 65 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #57479: I%Dthane, 1,1,2,2-tetrachloro-1,2-difluoro-
101
167
5000 SRR LR R IR I
1.60 1.80 2.00 2.20
117 m/z 168.90 65.63%
31 47 66 82 H 150
b2 L bl b o e 185 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117 167
160 180 2.00 220
5000 m/z 102.90 64 .53%
85
47 101
12 31 66 132148
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134887: Butane, 1,1,2,3,4,4-hexachloro-1,2,3,4-tetrafluoro- L e e S A e
1.60 1.80 2.00 2.20
m/z 116.90 20.85%
5000
o 185 215 234249 267 301
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.%0 1.50 2.60 2.50 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 7 Methoxyflurane Concentration Rank 9

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

2.36 31.05 ng 364808 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvflurane 164 C3H4CI12F20 000076-38-0 90
2 Ethane. 2-bromo-2-chloro-1.1-dif... 208 C3H4BrCIF20 000679-89-0 9
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 4
4 Cvclohexanol. 4-(1l-methvlethvl)- 142 C9H180 004621-04-9 4
5 Benzoic acid, 4-chloro-2-[(2-fur... 251 C12H10CINO3 074793-12-7 4

Abundance Scan 129 (2.361 min): BF077888.D (-122) (-) m/z 81.00 100.00%
il
5000
a6 | s 1mpe 250 250 240 2k
) S P N .. B — m/z 83.00 10.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32057: Methoxyflurane
81
5000 A AR SR R R
2.00 2.20 2.40 2.60
m/z 85.00 7.52%
o 48 67 | 98419 133145 145
m/z--> 20 40 60 80 100 120 150 160 180 200
Abundance
81
AR ARSE RE
2.00 2.20 2.40 2.60
5000 m/z 67.00 6.68%
15
0 28 47 67 98110 129 149 179191 210
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2858: Cyclopentene, 4,4-dimethyl- R e R
8 2.00 2.20 2.40 2.60
m/z 98.00 5.37%
5000
27 96
0|||1|5||||| \\‘HI |“l||“i‘|||‘|||||||||||||||||||||||||||||||| I\IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60

8270-BF031115.M Mon Mar 23 13:29:23 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 unknown2.90 Concentration Rank 13

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

2.90 26.64 ng 312980 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvlithiophenvl isocvanate 165 C8H7NOS 028479-19-8 42
2 Benzoic acid. 2.4-dimethoxv-. me... 196 C10H1204 002150-41-6 25
3 Ethanone. 2-bromo-1-(2.4-dimetho... 258 C10H11Bro03 060965-26-6 23
4 1-Propanone. 1-(2.4-dimethoxvphe... 194 C11H1403 000831-00-5 23
5 6,8-Dimethyl[1,2,4]triazolo[4,3-... 165 C6H7N50 025623-67-0 23

Abundance Scan 176 (2.899 min): BF077888.D (-172) (-) m/z 165.00 100.00%
165
5000
S 17 232 IR LR RS LR
| ” | 147 17g 197 | 2.60 2.80 3.00 3.20
Ol prrrrprrrr ek | '-'- At 8 b Tm/z 117.00  25.35%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32721: 3-Methylthiophenyl isocyanate
165
132
5000 IR LR S LR
45 2.60 2.80 3.00 3.20
106 m/z 45.00 19.74%
5 g TR
0 I""'I 32”‘ M‘. \\‘ ‘ \‘\ H\I\ ”\llllll .“... AR EARRRRRERR=mEEEES
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
165
260 280 3.00 320
5000 m/z 69.00 17.31%
196
) 15 g 51 77 92 107122135 ¢ 179
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92883: Ethanone, 2-bromo-1-(2,4-dimethoxypheny!)- i e
165 2.60 2.80 3.00 3.20
m/z 67.00 17.10%
5000
o BT B | 2 .
m/z--> 6 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo 2%0 250 300 350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 9 unknown3.73 Concentration Rank 19

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

3.73 17.44 ng 204850 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. bromodichloro- 162 CHBrCI2 000075-27-4 38
2 Ethane. 2.2-dichloro-1.1.1-trifl... 152 C2HCI2F3 000306-83-2 38
3 Ethane. 1.2.2-trichloro-1.1-difl... 168 C2HCI3F2 000354-21-2 38
4 Ethane. 1.l1-dichloro-2.2-difluoro- 134 C2H2CI2F2 000471-43-2 32
5 Trichloromethane 118 CHCI3 000067-66-3 32

Abundance Scan 249 (3.733 min): BF077888.D (-246) (-) m/z 83.00 100.00%
g3
67
5000
98
51 | 117 129 164 340 3.60 3.80 400
) AW SN S TR T m/z 85.00 68.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31143: Methane, bromodichloro-
83
5000 AR SR SR A
3.40 3.60 3.80 4.00
47 m/z 67.00 65.91%
35 93 129
o3 ¥ | e vl ume | e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
340 3.60 3.80 4.00
5000 m/z 82.00 44 .50%
o6 2 45 ¥ 9 117 13 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34886: Ethane, 1,2,2-trichloro-1,1-difluoro- R Eamm e AR
83 3.40 3.60 3.80 4.00
m/z 98.00 27.81%
5000
133
. B 4T 67 ) % w7 || a9 168
miz-> 20 40 60 80 100 120 140 160 180 340 3.60 3.80 400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 unknown5.02 Concentration Rank 14

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

5.02 20.69 ng 243024 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 3.3"-dithiobis- 210 C6H1004S2 001119-62-6 11
2 Ethane. methoxv- 60 C3H80 000540-67-0 9
3 Ethanol. 2-methoxv- 76 C3H802 000109-86-4 9
4 4-Amino-5-methvIl-2(1H)-pvrimidin... 141 C5H7N3S 007390-56-9 9
5 3-Methyl-thiophene-2-carboxamide 141 C6H7NOS 076655-99-7 9

Abundance Scan 362 (5.024 min): BF077888.D (-359) (-) m/z 141.00 100.00%
141
5000 4
77 210
“ | w15 I 450 4Bo 500 520 540
| M '...'!..'.:,...'!,...-.,.u..,'.'...,....,..-..,...., m/z 45.00 52.67%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #63127: Propanoic acid, 3,3'-dithiobis-
45 104
27 73 210
5000 |""|""|""|"A'ﬁ'
4.60 4.80 500 520 5.40
‘ 120 m/z 210.00 37 .80%
[o) .:L?l A I\\” “ .‘. H‘HM\ \\H \ HH ! I“" : I\MI —_— |].-“]:7. I::'6|4;| : .:!-9.2. = I\l 'I
m/z--> 20 40 100 120 140 160 180 200
Abundance
45
460 480 500 520 540
5000 29 m/z 77.00 31.77%
15 60
e S S U UL B L B W BN WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #922: Ethanol, 2-methoxy- e
45 4.60 4.80 500 520 5.40

m/z 64.00 14 .88%

5000

58 76

o.”.,”..,”..“...“..w..”,..”,.”.,.”.,.”.,”.., &

m/z--> 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 unknown5.05 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
505 18.12ng 212819  1,4-Dichlorobenzene-da 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Propane. 1.3-dichloro-1.1.2.2.3-... 202 C3HCI2F5 000507-55-1 25
2 p-Vinvlbenzamide 147 C9HONO 003661-73-2 10

017989-76-3 9
001115-08-8 9
014673-95-1 9

3 Bicvclol2.2.1Theptane. 2-(l-meth... 136 C10H16
4 1.4-Pentadiene. 3-methvl- 82 C6H10
5 Trifluoromethyl n-propyl disulfide 176 C4H7F3S2

Abundance Scan 364 (5.047 min): BF077888.D (-363) (-) m/z 67.00 100.00%
6/7
131
5000
85
e 116 AL IS LS A L
a7 101 4.80 500 5.20 5.40
o SN AW TR | IO | e m/z 69.00 76.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57491: Propane, 1,3-dichloro-1,1,2,2,3-pentafluoro-
67
31 85
5000
100 480 5.00 5.20 5.40
51 m/z 131.00 61.77%
‘ 117 167
0 ‘\ ‘ I ‘ | 1l “
B B LA e s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
R b N A ns m
147 480 5.00 5.20 5.40
5000 103 m/z 128.90 38.20%
7
51
27 39 63 89 118
L R L B e I B e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15298: Bicyclo[2.2.1]heptane, 2-(1-methylethenyl)- e e e
67 480 5.00 5.20 5.40
m/z 146.90 32.86%
80
5000 M 107
93
27 ‘ 53 121 136
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40

8270-BF031115.M Mon Mar 23 13:29:26 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 14 unknown5.32 Concentration Rank 8

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

5.32 37.46 ng 440060 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. 1.1.3.3-tetrachloro- 194 C3H2CI140 000632-21-3 35
2 Propane. 1.2.2.3.3-pentachloro-1... 250 C3HCI5F2 000422-30-0 22
3 2.3-Dibromobutvric acid 244 C4H6Br202 000600-30-6 14
4 1.1"-Bicvclohexvl 166 C12H22 000092-51-3 14
5 Cyclohexanone, 2,2,5,5-tetrameth... 166 C11H180 035505-97-6 12

Abundance Scan 388 (5.322 min): BF077888.D (-386) (-) m/z 83.00 100.00%
43
165
5000

5.00 5.20 5.40 5.60

(o} m/z 82.00 97 .95%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52144: 2-Propanone, 1,1,3,3-tetrachloro-
83
5000 L o R
5.00 5.20 5.40 5.60
111 m/z 84.95 75.65%
Loon %0 v m og
T P T R e T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
83
5.00 5.20 5.40 5.60
5000 m/z 165.00 65.63%
132
167
o 31 47 60 101 117 | 145 181195 217
I R e e e o o B AR ARERNEEE s m s
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84956: 2,3-Dibromobutyric acid R e e n
1 8 5.00 5.20 5.40 5.60

m/z 67.00 48.81%

5000

57
2
14 1 181 201
L 1 S
miz--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 16 unknown6.84 Concentration Rank 4

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

6.84 86.52 ng 1016420 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 521 (6.842 min): BF077888.D (-518) (-) m/z 132.00 100.00%
5000
68
96 PSSP SARRA AR RN
0..“”.“”.““.M”.u”.“.”..““.”“.”“w““.”,””,h“,” m/z 68.10 34 .25%
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 URRBEUULEE L R L
6.60 6.80 7.00 7.20
2 78 m/z 134.00 33.52%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 660 6.80 7.00 7.20
5000 67 m/z 66.10 21.73%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R B A ma
132 6.60 6.80 7.00 7.20
m/z 69.10 13.46%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

8270-BF031115.M Mon Mar 23 13:29:28 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 18 Hexanoic acid, 2-ethyl-

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

8.18 360.73 ng 5776490 Naphthalene-d8 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
4 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 40
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 38

Abundance Scan 638 (8.179 min): BF077888.D (-618) (-) m/z 73.10 100.00%
73
5000
41
101
I | (129 7.80 8.00 8.20 8.40 8.60
ob—— MLl b b e m/z 88.10 81.40%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 RS AR LARAR RS
41 7.80 8.00 8.20 8.40 8.60
‘ 101 m/z 41.10 34 .59%
oL Ul h‘.h J.”}%g., N,
m/z--> 50 100 150 200 250 300 350
Abundance
88
7.80 8.00 820 840 8.60
5000 m/z 57.10 32.65%
41
0 [fs 158
m/z--> 5|0 l(I)O 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88 7.80 8.00 8.20 8.40 8.60
m/z 55.05 22 .66%
5000 7
0 M Ji..i{ !;09 135155173 214 242 272294313 355
m/z--> 5|0 100 150 200 25|O 3(I)O 35|O 7.80 8.00 8.20 8.40 8.60

8270-BF031115.M Mon Mar 23 13:29:29 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 Propanedioic acid, phenyl- Concentration Rank 10

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

9.09 30.58 ng 489717 Naphthalene-d8 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 80
2 Benzeneacetic acid 136 C8H802 000103-82-2 80
3 Benzeneacetic acid. decvl ester 276 C18H2802 1000281-80-3 72
4 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 53
5 Benzene, (bromomethyl)- 170 C7H7Br 000100-39-0 47

Abundance Scan 718 (9.093 min): BF077888.D (-715) (-) m/z 91.10 100.00%
el
5000
136
&5 8.80 9.00 9.20 9.40
0 ,....,.ﬁ%',-'.l... b2 e 2 e || M/2z 136.00  28.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43210: Propanedioic acid, phenyl-
91
5000 IIII""I'/"k'l""lIIII
136 8.80 9.00 9.20 9.40
65 m/z 92.05 16.28%
oh27 | fH w 78 h\ 105118 152 177
mz-> 20 45 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
91
BN LN RS AR
8.80 9.00 9.20 9.40
5000 m/z 65.10 15.38%
136

65
26 395 78

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104204: Benzeneacetic acid, decyl ester

91 8.80 9.00 9.20 9.40

m/z 39.10 8.20%
5000 43 57
136
71
185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40

8270-BF031115.M Mon Mar 23 13:29:30 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077888.D

Aca On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc oW

ALS Vial : 24 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 Thiophane, propyl- Concentration Rank 18

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

9.23 17.92 ng 286978 Naphthalene-d8 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 59
2 Heptanoic acid. 2-propvl-. methv... 186 C11H2202 056247-53-1 59
3 .alpha.-D-Xvlofuranoside. methvl... 178 C7H1405 032469-86-6 53
4 _.alpha.-D-Xvlofuranoside. methvl... 192 C8H1605 035007-52-4 42
5 _alpha.-D-Xylofuranoside, methyl... 192 C8H1605 003253-83-6 35

Abundance Scan 730 (9.231 min): BFO77888.D (-724) (-) m/z 87.05 100.00%
a7
5000
57 101 116 130
71 8.80 9.00 9.20 9.40 9.60
0 ,,“ ”' i o~ ..,|...~I,.-...1,4.3...,....,....,2:97.. m/z 41.10 25.12%
m/z--> 20 100 120 140 160 180 200
Abundance #13131: Thiophane, propy!-
87
5000 A L IS U R
8.80 9.00 9.20 9.40 9.60
27 4 55 o 101 130 m/z 130.10 23.96%
0 ||1|5|||||||| M:“i‘:‘:::l‘ ‘l:||‘||]|-1|5|||‘||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87
880 9.00 9.20 9.40 9.60
5000 116 m/z 43.10 23.21%
43 55 101 143
29 1 129 157
e L UL S S WL I L B B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41521: .alpha.-D-Xylofuranoside, methyl 2-O-methyl- R e A RAA
87 8.80 9.00 9.20 9.40 9.60
m/z 116.10 16.20%
5000
45
7 71
m/z--> 20 40 ' 80 1(')0 12'0 14'10 160 180 200 8.80 9.00 9.20 9.40 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
Data File : BF077888.D

Acq On : 21 Mar 2015 4:03

Operator : TP/1Z

Sample : G1575-07

Misc W

ALS Vial : 24 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]
unknownl.31 1.31 60.4 ng 709728 1 7.13 234957 20.0
Butane, 2-methoxy... 1.56 19.7 ng 231389 1 7.13 234957 20.0
Ethane, 1,1,2,2-t._.. 1.96 29.1 ng 341363 1 7.13 234957 20.0
Methoxyflurane 2.36 31.1 ng 364808 1 7.13 234957 20.0
unknown2 .90 2.90 26.6 ng 312980 1 7.13 234957 20.0
unknown3.73 3.73 17.4 ng 204850 1 7.13 234957 20.0
unknown5.02 5.02 20.7 ng 243024 1 7.13 234957 20.0
unknown5 .05 5.05 18.1 ng 212819 1 7.13 234957 20.0
unknown5 .32 5.32 37.5 ng 440060 1 7.13 234957 20.0
unknown6 .84 6.84 86.5 ng 1016420 1 7.13 234957 20.0
Hexanoic acid, 2-... 8.18 360.7 ng 5776490 2 8.70 320267 20.0
Propanedioic acid. .. 9.09 30.6 ng 489717 2 8.70 320267 20.0

2

Thiophane, propyl- 9.23 17.9 ng 286978 8.70 320267 20.0
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