LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 15 rBvV 257937 206955 30.69% 2.030%
2 1.298 34 36 39 rvB 124124 179490 26.62% 1.761%
3 1.401 42 45 48 rVB 199686 292739 43.41% 2.872%
4 1.561 57 59 62 rvB 176494 216196 32.06% 2.121%
5 1.652 66 67 74 rVV 22843 43777 6.49% 0.429%
6 1.767 75 77 83 rvv 486378 674346 100.00% 6.616%
7 1.881 85 87 91 rvv2 189679 282471 41.89% 2.771%
8 1.950 91 93 97 rvVB2 30253 48745 7.23% 0.478%
9 2.361 124 129 132 rVB 45703 73677 10.93% 0.723%
10 2.898 173 176 180 rBvV 152192 295189 43.77% 2.896%
11 3.093 180 193 196 rvv3 9474 50107 7.43% 0.492%
12 3.470 224 226 232 rVB 8807 17654 2.62% 0.173%
13 3.733 246 249 253 rVB 29317 50630 7.51% 0.497%
14 4.156 283 286 287 rBV 48623 77184 11.45% 0.757%
15 4.190 287 289 293 rVB 331462 479521 71.11% 4_.704%
16 4.407 305 308 310 rBV 8066 11270 1.67% 0.111%
17 4.876 348 349 352 rBV 20228 33502 4_.97% 0.329%
18 5.024 352 362 364 rvVv 76650 194200 28.80% 1.905%
19 5.173 366 375 380 rvv2 33109 92393 13.70% 0.906%

20 5.321 386 388 390 rBV 114564 115854 17.18% 1.137%

21 5.413 393 396 399 rBV 178818 192970 28.62% 1.893%

22 5.550 406 408 410 rBvV 5324 8046 1.19% 0.079%
23 5.630 414 415 418 rBV2 12390 16710 2.48% 0.164%
24 5.813 428 431 432 rBvY 12127 16278 2.41% 0.160%
25 5.847 432 434 437 rVB 147561 162776 24.14% 1.597%
26 6.247 467 469 472 rVB 7263 10779 1.60% 0.106%
27 6.670 504 506 507 rBvV 7608 9617 1.43% 0.094%
28 6.704 507 509 513 rvv2 139204 239669 35.54% 2.351%
29 6.762 513 514 518 rVB 5854 7228 1.07% 0.071%

30 6.842 518 521 523 rBV 287153 344731 51.12% 3.382%

31 7.127 543 546 548 rBV 258189 255794 37.93% 2.510%
32 7.310 559 562 564 rBvV 332254 291627 43.25% 2.861%
33 7.516 579 580 583 rvB 14233 14104 2.09% 0.138%
34 7.665 591 593 595 rBB 7121 7774 1.15% 0.076%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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
Title

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

35 7.813 604 606 609 rBvV 184495 230827 34.23% 2.265%

36 7.973 618 620 622 rVB 5870 7316 1.08% 0.072%
37 8.110 628 632 634 rBvY 8467 9003 1.34% 0.088%
38 8.407 654 658 664 rBv2 64906 128338 19.03% 1.259%
39 8.705 681 684 686 rBvV 323892 350238 51.94% 3.436%

40 8.887 697 700 701 rBV 22914 22737 3.37% 0.223%
41 9.070 712 716 724 rBV 141661 215297 31.93% 2.112%
42 9.185 724 726 732 rVB2 4551 6807 1.01% 0.067%
43 9.710 769 772 778 rBV 13328 17167 2.55% 0.168%
44 10.053 799 802 804 rBV 411231 507461 75.25% 4_.979%
45 10.179 811 813 816 rBV 11304 9441 1.40% 0.093%
46 10.556 844 846 849 rBV 54084 47620 7.06% 0.467%
47 10.842 869 871 872 rVvV 27328 31397 4.66% 0.308%
48 10.865 872 873 876 rVB 299378 411474 61.02% 4_037%
49 11.128 891 896 898 rBvV2 3687 9221 1.37% 0.090%
50 11.231 904 905 908 rVvB 5193 7052 1.05% 0.069%
51 11.356 912 916 918 rBV 13953 14289 2.12% 0.140%
52 11.413 919 921 923 rVvV 7037 9013 1.34% 0.088%
53 11.459 923 925 927 rVB 41226 36229 5.37% 0.355%
54 11.733 946 949 951 rBV 11908 18888 2.80% 0.185%
55 11.768 951 952 956 rVB3 10105 16200 2.40% 0.159%
56 11.848 956 959 961 rBvV 313461 302121 44.80% 2.964%
57 11.939 963 967 972 rBV3 2393 8851 1.31% 0.087%
58 12.054 975 977 982 rBV 34910 53151 7.88% 0.521%
59 12.614 1023 1026 1027 rBV 24532 33634 4._.99% 0.330%
60 12.648 1027 1029 1032 rVV 10731 14826 2.20% 0.145%
61 12.705 1032 1034 1037 rVV 474533 444419 65.90% 4 _.360%
62 13.082 1063 1067 1070 rBVZ2 3009 6914 1.03% 0.068%
63 13.139 1070 1072 1075 rVB 27713 28404 4.21% 0.279%
64 13.437 1095 1098 1099 rBV2 6031 7333 1.09% 0.072%
65 13.471 1099 1101 1103 rVB2 4530 8325 1.23% 0.082%
66 13.654 1114 1117 1118 rBV 10712 11966 1.77% 0.117%
67 13.757 1124 1126 1130 rVB2 9471 10681 1.58% 0.105%
68 14.705 1206 1209 1211 rBV 457426 639762 94.87% 6.277%
69 15.014 1232 1236 1241 rBV2 4182 11679 1.73% 0.115%
70 15.471 1270 1276 1280 rVV3 2835 9097 1.35% 0.089%

71 15.871 1308 1311 1318 rBV2 124854 216785 32.15% 2.127%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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

72 15.985 1318 1321 1323 rVV 410854 496954 73.69% 4.876%
73 16.042 1323 1326 1328 rVB 9236 13375 1.98% 0.131%
74 16.694 1380 1383 1389 rBvV4 8798 21271 3.15% 0.209%
75 16.877 1397 1399 1402 rBvV4 5581 9122 1.35% 0.089%
76 17.037 1411 1413 1415 rVB2 8734 10515 1.56% 0.103%
77 17.083 1415 1417 1421 rBV5 4827 10568 1.57% 0.104%
78 17.163 1421 1424 1427 rVB 77755 93253 13.83% 0.915%
79 17.483 1449 1452 1455 rBV3 5227 8895 1.32% 0.087%
80 17.723 1471 1473 1476 rBV 344760 476523 70.66% 4_.675%
81 17.871 1484 1486 1490 rVB4 5748 10568 1.57% 0.104%
82 18.168 1508 1512 1514 rBV5 4485 12020 1.78% 0.118%
83 18.351 1525 1528 1530 rBV3 10206 23354 3.46% 0.229%
84 18.511 1540 1542 1544 rBV3 3809 7201 1.07% 0.071%
85 18.603 1547 1550 1552 rBV3 6119 11966 1.77% 0.117%
86 18.763 1562 1564 1565 rBV 5266 6873 1.02% 0.067%
87 18.797 1565 1567 1574 rVB2 9940 29872 4_.43% 0.293%
88 19.323 1609 1613 1614 rBV3 6180 13911 2.06% 0.136%
89 19.963 1666 1669 1671 rBvV4 4147 8648 1.28% 0.085%

Sum of corrected areas: 10192855
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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
Abi :
”é‘(?&?&? - TIC: BFO77876.D
400000
1.04 4.19 7.31
300000 6.84
7.13
1.40
200000 5.41
2.90 5.85 6.7d
5.3
100000 5.02
416
3.73 48g| 5:17
o 309 347 ) | 441 ; 5E6B8L 625 6876 7526
L e e e e e L e B s e e e e B L e o e e s e e e B LA s s ey s
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
Abi :
”é‘(?&?&? TIC: BFO77876.D
12.71
10.05
400000
8.70
11.85
300000 10.86
2000001{7.81
9.07
100000 841
: 10.56
11.46 12.05
8.89 104 . ;E - 12.4 13.14
T llgaf\llll T T T IAI l9.l18l T lglk7fl- T FI-OAll8I T k T T T 1:!-1l.l l. 1I:L’“lll l.9 T T T T J-_l T T 13IQ§ T T s IA]$§;76I T T T T |
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
Abi :
”é‘(?&?&? TIC: BFO77876.D
14.71
15.99
400000
17.72
300000
200000
15.8ff
100000
17.87 18.158. 328 A8 8D 19.32 19.96
0 15.01  15.47
L A o e e e o A B L A S o e e e B
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 : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 2 Roflurane Concentration Rank 11

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

1.30 14.03 ng 179490 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Roflurane 192 C3H4BrF30 000679-90-3 56
2 1H-Pvrrole. 1-methvl- 81 C5H7N 000096-54-8 5
3 2(5H)-Furanone. 5-(2-furanvimeth... 178 C10H1003 031969-27-4 4
4 1.1-Dichloro-1-fluoroethane 116 C2H3CI2F 001717-00-6 4
5 Bis(2-furfuryl)disulfide 226 C10H1002S2 004437-20-1 4

Abundance Scan 36 (1.298 min): BFO77876.D (-34) (-) m/z 81.00 100.00%
i
5000
rrrrrTrTTTTpTT T T T T
51 63 113 107 161 1.00 1.20 1.40 1.60
Obrrr e 94 T A RS 21 Tz 51.00 10.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50648: Roflurane
81
5000 S SR N SR
1.00 1.20 1.40 1.60
. 113 m/z 112.90 9.43%
o 31 518 | 91 T 139141 161173 192
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
ARRSA RARAE R
1.00 1.20 1.40 1.60
5000 m/z 82.00 9.16%
42 53
15 27 66
e S I L I B B S R SRR WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40869: 2(5H)-Furanone, 5-(2-furanylmethyl)-5-methyl- I e o ]
il 1.00 1.20 1.40 1.60
m/z 110.90 9.10%
5000
o7 53
0 1\5 \“ :7?‘ \\\‘\ ‘6\9 L \97 119 135 147 163 17\8
miz--> 20 40 60 8 100 120 140 160 180 200 | | 1.00 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.56 16.90 ng 216196 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 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 59 (1.561 min): BFO77876.D (-57) (-) m/z 73.10 100.00%
73
5000 43
55 87 S N —
1.20 1.40 1.60 1.80
o..,....,...3.3,|.-.'..5,0..|..,..??,'..-..,....,....,...., m/z 43.05 37.87%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80
55 87 m/z 55.10 25.24%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
G IR L IR I
1.20 1.40 1.60 1.80
5000 43 m/z 87.10 24 _.86%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- T
73 1.20 1.40 1.60 1.80
m/z 41.05 11.60%
5000
45
29
o . 39| 50 67 |, 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 7 Methoxyflurane Concentration Rank 18

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

2.36 5.76 ng 73677 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvflurane 164 C3H4CI2F20 000076-38-0 83
2 Ethane. 2-bromo-2-chloro-1.1-dif... 208 C3H4BrCIF20 000679-89-0 9
3 Acetic acid. dichloro-. ethvl ester 156 C4H6CI1202 000535-15-9 9
4 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 4
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 4

Abundance Scan 129 (2.361 min): BFO77876.D (-124) (-) m/z 81.00 100.00%
il
5000
a7 67 o8 133 200 220 240 260
O e bl e e e e || M7z 82.90  11.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32058: Methoxyflurane
81
5000 A AR SRR R
2.00 2.20 2.40 2.60
m/z 84.90 8.05%
. 4 O | % 1mus
m/z--> 20 40 60 8 100 120 150 160 180 200
Abundance
81
N SRR R
2.00 2.20 2.40 2.60
5000 m/z 67.00 6.95%
15
0 28 47 67 98110 1% 144 179191 210
m/z--> 20 40 60 8 100 120 140 160 180 200 M
Abundance #27265: Acetic acid, dichloro-, ethyl ester R
29 2.00 2.20 2.40 2.60
m/z 98.00 5.88%
5000
83
ol 35 || 4 65 |94 111 139141 157
m/z--> 20 40 60 8|0 100 150 140 160 180 200 200 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 10 unknown3.73 Concentration Rank 19

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

3.73 3.96 ng 50630 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2.2-trichloro-1.1-difl... 168 C2HCI3F2 000354-21-2 38
2 Ethane. 2.2-dichloro-1.1.1-trifl... 152 C2HCI2F3 000306-83-2 37
3 Methane. bromodichloro- 162 CHBrCI2 000075-27-4 32
4 Trichloromethane 118 CHCI3 000067-66-3 32
5 Ethane, 1,1-dichloro-2,2-difluoro- 134 C2H2CI2F2 000471-43-2 32

Abundance Scan 249 (3.733 min): BFO77876.D (-246) (-) m/z 83.00 100.00%
3
67
5000
%8 LSRR SRR SRR
40 5|1 | | 117 129 164 3.40 3.60 3.80 4.00
/SN AN | R B 1Y T m/z 84.90 66.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34885: Ethane, 1,2,2-trichloro-1,1-difluoro-
83
5000 SERARRIRNSREAAREERARSY
3.40 3.60 3.80 4.00
m/z 67.00 63.20%
.41 67 168
O 'th‘llu”'§7|'“ ] 'L' T "¥3?'1??' T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
340 3.60 380 400
5000 m/z 82.00 42 .62%
16 2 45 ¥ o8 117 B s
mz-> 20 40 60 80 100 120 140 160 180
Abundance #31143: Methane, bromodichloro- R  ma
83 3.40 3.60 3.80 4.00
m/z 98.00 25.79%
5000
47
129
o138 3 | 6372 /|8 116 | 164
m/z--> 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 : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 13 unknown5.02 Concentration Rank 10

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

5.02 15.18 ng 194200 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 27
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 22
3 Thiirane 60 C2H4S 000420-12-2 16
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 10
5 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 10

Abundance Scan 362 (5.024 min): BFO77876.D (-352) (-) m/z 141.00 100.00%
60 141
45
5000
77 210
% 113 17 o1 50 4k 500 550 540
o m/z 60.00 81.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #268: Hydrazine, 1,2-dimethyl-
45 60
30
5000 ISR S SRR U
4.60 4.80 500 520 5.40
15 m/z 45.00 72 .99%
0 ‘H\ ““‘ L), ull)
UL UL SIS SURLLELN IUREURES UL L S B UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
SRARARR NSRS AR RN
4.60 4.80 500 520 5.40
5000 m/z 210.00 37 .48%
41
27 87
15 74 102
e L S S UL WL LI B WA N WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #261: Thiirane e R E e EA
45 4.60 4.80 500 520 5.40
60 m/z 41.05 31.78%
5000 27
14 M\\ 1y
e L S S UL WL L B S RN WA ISR S SR L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 unknown5.17 Concentration Rank 16

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

5.17 7.22 ng 92393 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 38
2 Pentanoic acid. methvl ester 116 C6H1202 000624-24-8 28
3 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 25
4 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 25
5 Succinamic acid 117 C4H7NO3 000638-32-4 17

Abundance Scan 375 (5.173 min): BFO77876.D (-366) (-) m/z 74.10 100.00%
7%
a1 S
5000
87 101 I NN
116 163 207 4.80 5.00 5.20 5.40
0 m/z 57.10 58.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4185: Butanoic acid, 2-methyl-
74
29 57
41 A
5000 L R LU IR I
4.80 5.00 5.20 5.40
87 m/z 41.10 52.48%
0% '}?l”'“'h“k Nyl'ﬂjul'L"%O?"'I""I' D S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74
4.80 5.00 5.20 5.40
5000 57 m/z 82.90 35.66%
43 85
29
0 15 101 116
m/z--> 25 45 éo éo 160 120 1&0 1&0 1éo 260
Abundance #7898: Pentanoic acid, 2-methyl- R B
74 4.80 5.00 5.20 5.40
m/z 87.00 32.23%
5000 43
87
55 99 116
0"”I"”I“'wl'NLI'L”T"JI"”I"”I"”I"”I"” I R LU IR I
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 15 unknown5.32 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
5.32 9.06 ng 115854 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 Cvclohexanone. 2.2.5.5-tetrameth... 166 C11H180 035505-97-6 27

3 Propane. 1.2.2.3.3-pentachloro-1... 250 C3HCI5F2 000422-30-0 22
4 Ethane. 1.2.2-trichloro-1.1-difl._.. 168 C2HCI3F2 000354-21-2 22
5 Cyclohexane, (cyclopentylmethyl)- 166 C12H22 004431-89-4 16
Abundance Scan 388 (5.321 min): BFO77876.D (-386) (-) m/z 83.00 100.00%
43
165

5000

5.00 5.20 5.40 5.60

(o} m/z 82.00 94 .61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52144: 2-Propanone, 1,1,3,3-tetrachloro-
83
5000 |||||||||||||A||||||||||
5.00 5.20 5.40 5.60
111 m/z 84.90 77 .34%
13 36861 || o7 ‘\ 131 159 1%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
82
R RE e RAR
5.00 5.20 5.40 5.60
5000 a1 67 m/z 164 .90 70.24%
27 53 o 166
o 14 95 123137151
R B o AN B Ra S R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88636: Propane, 1,2,2,3,3-pentachloro-1,1-difluoro- — e e
83 5.00 5.20 5.40 5.60
m/z 164.00 53.36%
5000
132
o 31 47 60 101 117 M 145 ‘ 181105 217
R B B S B e A B o B B e e R AR R EaR e RRARRRREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.00 5.20 5.40 5.60

8270-BF031115.M Mon Mar 23 13:24:20 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 16 unknown5.85 Concentration Rank 12

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

5.85 12.73 ng 162776 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methoxvphenvl isothiocvanate 165 C8H7NOS 002284-20-0 40
2 27 .47 -Dimethoxvacetophenone 180 C10H1203 000829-20-9 40
3 Benzene. 1-T(tert-butvildimethvls... 222 C13H220Si 062790-85-6 36
4 Acetamide. 2.2-dichloro-N-(4-nit... 248 C8H6CI2N203 016346-60-4 25
5 2-Amino-6-hydroxy-9-methylpurine 165 C6H7N50 005502-78-3 9

Abundance Scan 434 (5.847 min): BF077876.D (-432) (-) m/z 165.00 100.00%
165
5000
45 83 133 L ERy B0O 6o
69 98 115 145 208 248 5.60 5.80 6.00 6.20
Obrrr el e gl 194 218988 LT w7z 45.00 13.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32728: 4-Methoxypheny! isothiocyanate
165
150
5000
5.60 5.80 6.00 6.20
122 m/z 83.00 13.11%
ol 15 39 63 78 95108 | 136 |
m/z--> 20 40 éo 80 100 120 150 160 180 200 220 240
Abundance
165
560 5.80 6.00 6.20
5000 m/z 132.90 12.61%
180
15 o5 43 63 77 g2 107 122135150
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70736: Benzene, 1-[(tert-butyldimethylsilyl)oxy]-4-methyl- R L
165 5.60 5.80 6.00 6.20
m/z 69.00 9.21%
5000
91
0 WM 3 M‘ ‘ 105 151135149 | 11 20777
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 17 unknown6.84 Concentration Rank 3

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

6.84 26.95 ng 344731 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 521 (6.842 min): BF077876.D (-518) (-) m/z 132.00 100.00%
5000
68
% " '6.60 6.80 7.00 7.20
40 54 : : : :
o I8 | 1% S m/z 134.00 32.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR L
6.60 6.80 7.00 7.20
2 51 78 m/z 68.10 32.09%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" '6.60 6.80 7.00 7.20
5000 67 m/z 66.10 20.09%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! I R RE NSRS ey S
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 12.00%
5000 og M°
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 S| U | G
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

8270-BF031115.M Mon Mar 23 13:24:21 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 19 Benzeneacetic acid Concentration Rank 13

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

9.07 12.29 ng 215297 Naphthalene-d8 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 90
2 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 83
3 Benzene. (2-methoxvethvl)- 136 C9H120 003558-60-9 72
4 Benzoic acid. 4-methvyl- 136 C8H802 000099-94-5 64
5 Benzene, (iodomethyl)- 218 C7H71 000620-05-3 50

Abundance Scan 716 (9.070 min): BF077876.D (-712) (-) m/z 91.10 100.00%
o
5000
136
39 g5 O 880 9.00 9.20 9.40
Ol Tl 078 L m/z 136.10 27.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15708: Benzeneacetic acid
g1
5000 A e
136 8.80 9.00 9.20 9.40
m/z 92.10 18.51%
65
ol 27 39 51 7 77| 102
miz-> 20 40 60 80 100 120 140 160 180
Abundance
91
880 9.00 9.20 9.40
5000 m/z 65.10 15.18%
136
65
o 27 44 56 7 107 118 149 165 177
NN R S UL BN UL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15863: Benzene, (2-methoxyethyl)- A e
g1 8.80 9.00 9.20 9.40
m/z 39.10 7 .85%
5000 45 136
65
77 104
0 |||||||||||||||||||||||||1|2|2||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 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 : BFO77876.D

Aca On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc oW

ALS Vial : 15 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 Heptafluorobutyric acid, n-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.87 8.72 ng 216785 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1311 (15.871 min): BF077876.D (-1308) (-) m/z 83.10 100.00%
5000 j\
- 15,60 15.80 16.00 16.20
o} m/z 57.10 96 .59%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester
43
57
5000 R DR LR RN SRR
15.60 15.80 16.00 16.20
11 m/z 55.10 92.74%
ol 125140154169
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
4357 oo
97 15.60 15.80 16.00 16.20
5000 m/z 43.05 91.26%
29 111
125

140 168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester TR e

15.60 15.80 16.00 16.20

m/z 69.10 84 .41%

:

83 97

5000

-

o 153167181 208224 250 297
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
Data File : BFO77876.D

Acq On : 20 Mar 2015 21:22

Operator : TP/1Z

Sample : G1575-11

Misc W

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Roflurane 1.30 14.0 ng 179490 1 7.13 255794 20.0
Butane, 2-methoxy... 1.56 16.9 ng 216196 1 7.13 255794 20.0
Methoxyflurane 2.36 5.8 ng 73677 1 7.13 255794 20.0
unknown3.73 3.73 4.0 ng 50630 1 7.13 255794 20.0
unknown5.02 5.02 15.2 ng 194200 1 7.13 255794 20.0
unknown5.17 5.17 7.2 ng 92393 1 7.13 255794 20.0
unknown5 .32 5.32 9.1 ng 115854 1 7.13 255794 20.0
unknown5 .85 5.85 12.7 ng 162776 1 7.13 255794 20.0
unknown6 .84 6.84 26.9 ng 344731 1 7.13 255794 20.0
Benzeneacetic acid 9.07 12.3 ng 215297 2 8.70 350238 20.0
Heptafluorobutyri... 15.87 8.7 ng 216785 5 15.99 496954 20.0
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