LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF0O77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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

1.047 10 14 16 rvB2 19898 34782 1.72% 0.276%
1.310 34 37 39 rBvV 64367 63821 3.16% 0.507%
rvB 184654 339037 16.80% 2.692%
1.573 57 60 63 rvB 212956 276563 13.71% 2.196%
1.664 66 68 75 rvB2 22312 42369 2.10% 0.336%

abrwNPE
=
N
(@]
=
N
N
N
)]
N
(00]

1.767 75 77 85 rBvV 96335 135595 6.72% 1.076%

6

7 1.893 85 88 91 rvB 16754 24169 1.20% 0.192%
8 2.361 126 129 133 rBV 210983 346436 17.17% 2.750%
9 4.190 287 289 294 rVB2 16893 26431 1.31% 0.210%
10 4.876 347 349 352 rBV 42749 63628 3.15% 0.505%
11 4.944 352 355 362 rVB 9825 23869 1.18% 0.189%
12 5.413 394 396 399 rBV 546879 568506 28.18% 4_.513%
13 6.567 495 497 500 rBvV 23959 34193 1.69% 0.271%

14 6.704 507 509 511 rBV 361216 355129 17.60% 2.819%
15 6.842 518 521 523 rBV 1101702 1101525 54.59% 8.745%

16 7.127 543 546 548 rBV 273767 258711 12.82% 2.054%
17 7.310 560 562 565 rvB 1123392 1012743 50.19% 8.040%
18 7.825 604 607 609 rBvV 773887 815838 40.43% 6.477%
19 8.396 653 657 664 rBvV3 36994 72040 3.57% 0.572%
20 8.705 681 684 686 rvB 341828 352021 17.45% 2.795%

21 10.053 799 802 804 rBV 1849632 1739032 86.19% 13.806%
22 10.876 872 874 876 rVB 317911 413810 20.51% 3.285%
23 11.848 957 959 962 rBV 952799 1002023 49.66% 7.955%
24 12.705 1032 1034 1037 rBV 450057 438830 21.75% 3.484%
25 14.705 1206 1209 1211 rBV 2059693 2017766 100.00% 16.018%

26 15.882 1309 1312 1317 rBV2 37870 58495 2.90% 0.464%
27 15.985 1319 1321 1324 rBV 405081 493189 24.44% 3.915%
28 17.746 1472 1475 1478 rBV 431181 485948 24.08% 3.858%

Sum of corrected areas: 12596499
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA F\DATA\BF032015\
BFO77878.D

20 Mar 2015 22:20

TP/1Z

G1575-05

W
17 Sample Multiplier: 1

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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 1 unknownl.05 Concentration Rank 10

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

1.05 2.69 ng 34782 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. dichloronitro- 129 CHCI2NO2 007119-89-3 38
2 Ethane. 1.2.2-trichloro-1.1-difl... 168 C2HCI3F2 000354-21-2 36
3 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 5
4 2-Pvrrolidinone 85 C4H7NO 000616-45-5 5
5 Phosphoramidous difluoride 85 F2H2NP 025757-74-8 5

Abundance Scan 14 (1.047 min): BF077878.D (-10) (-) m/z 83.00 100.00%
8B
5000
42 68
| | 54 | 1.00 1.10 1.20 1.30 1.40 1.50
0”P”W”A%MHJ”P“W””P“h””P”W”“P”W””P”W”“P”W”“' m/z 84.90 66.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #12657: Methane, dichloronitro-
83
5000
1.00 1.10 1.20 1.30 1.40 1.50
48 m/z 42.10 22.78%
37 : \“‘\ 61
A A LA N LA A NN LA AR LA LA LARAN LSRN LRRAN LA N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
83
1.00 1.10 1.20 1.30 1.40 1.50
5000 m/z 68.10 16.71%
31
o 4 g 67 138 149 168
B KR A AR LR RRARE RAARS AN LR LN LARAN SRS LARAN LR LARAN LARAE RARAS LN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1264: 1H-1,2,4-Triazole, 3-methyl-
83 1.00 1.10 1.20 1.30 1.40 1.50
42 m/z 47.00 14.22%
5000 56
27
o
m/z--> 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 100 11'0 12'0 13'0 14'10 1%0 1('30 17'0 180 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 : BFO77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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 7

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

1.31 4.93 ng 63821 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Roflurane 192 C3H4BrF30 000679-90-3 50
2 1H-Pvrrole. 1-methvl- 81 C5H7N 000096-54-8 5
3 2-(2-ThienvDethvlamine 127 C6HONS 030433-91-1 4
4 2.4-Decadienal. (E.E)- 152 C10H160 025152-84-5 4
5 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 4

Abundance Scan 37 (1.310 min): BFO77878.D (-34) (-) m/z 81.00 100.00%
i
5000 127
4( 6 | 111 w163 211 100 120 140 160
bbbl e e e || M/Z 127.00 46.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50648: Roflurane
81
5000 A S AL
1.00 1.20 1.40 1.60
. 113 m/z 83.00 14 .94%
o 31 518 | 94 77 139141 161173 192
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
N R AL
1.00 1.20 1.40 1.60
5000 m/z 47.00 13.95%
42 53
15 27 66
e S I L I B S B R SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11411: 2-(2-Thienyl)ethylamine
30 1.00 1.20 1.40 1.60
m/z 211.10 12.91%
5000 97
5 127
0 15 [ ‘ \‘5\8”6\9 84 ] 110 ‘
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 : BFO77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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 5

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

1.57 21.38 ng 276563 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 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 60 (1.573 min): BFO77878.D (-57) (-) m/z 73.10 100.00%
3
5000
43
55 87 I U
. 0 | 120 1.40 1.60 1.80 2.00
0 S X Y A0 OUOURNNSU PN FNNN m/z 43.05  34.46%
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 2.00
55 87 m/z 87.10 25.90%
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
120 1.40 160 180 2.00
5000 43 m/z 55.10 24 .57%
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- A mmans B
7B 1.20 1.40 1.60 1.80 2.00
m/z 41.05 11.64%
5000
45
0~ '|""J|" "|""'ﬁ0'?§'| "§?|' Ty ""%O}"' T R SRR R LR
m/z--> 20 30 40 50 60 70 80 90 100 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 : BFO77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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 5 unknownl.66 Concentration Rank 9

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

1.66 3.28 ng 42369 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 45
2 1-Hepten-4-ol 114 C7H140 003521-91-3 9
3 Hvdroperoxide. l-methvlethvl 76 C3H802 003031-75-2 8
4 Oxirane. trimethvl- 86 C5H100 005076-19-7 8
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 68 (1.664 min): BFO77878.D (-66) (-) m/z 75.10 100.00%
75
43
5000
| % 140 160 180 200
o..,....,....,....',!!..?1...'!,....,....,..8.6.,....,....,. m/z 73.10 76.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 R R UL LR R

1.40 1.60 1.80 2.00
m/z 43.10 69.44%

‘ [l &
|

0 w\‘ " 69, || 87 103
B o B N mE B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 73
1.40 1.60 1.80 2.00
5000 a1 m/z 45.10 45_.17%
55
19 67 81 96
o) MRS NN 11 W L1 ST OSN3 ML -GN, 4 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #931: Hydroperoxide, 1-methylethy! A e
43 1.40 1.60 1.80 2.00
m/z 41.10 33.77%
5000
15 o 58
‘ | 76
| | | | | | | | | I T | ! 1 T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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 9 unknown4.88 Concentration Rank 8

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

4.88 4.92 ng 63628 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propylamine 59 C3H9N 000107-10-8 9

Abundance Scan 349 (4.876 min): BFO77878.D (-347) (-) m/z 43.10 100.00%
48
59
5000
101 AR RAAEE RN LR R
51 83 460 4.80 5.00 5.20
oS O 1 B S0V U P M. m/z 59.10 55.65%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59
5000 R U L L L
460 4.80 5.00 5.20
43 101 m/z 101.10 20.22%
31 ‘ 83
Ol ...uq‘..??‘ﬂ..h. P S (-
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
460 480 500 520
5000 59 m/z 58.00 15.57%
o 25 31 g7 83 g3 01
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LI L L L L B LB
59 460 4.80 5.00 5.20
m/z 41.10 9.00%
41
5000
86
0 | 51 a1y ?\9 ‘ 101
LRJURELERN FURLELE SUELELEL IELELEN IR I ILLILELS UL SURELL SR R RS R LN L
m/z--> 10 20 30 40 50 60 70 8 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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 unknown6.84 Concentration Rank 1

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

6.84 85.15 ng 1101530 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 Amphetaminil 250 C17H18N2 017590-01-1 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 521 (6.842 min): BF077878.D (-518) (-) m/z 132.00 100.00%
32
5000
68
0 54 || g % " '6.60 6.80 7.00 7.20
O e L e L o o e A B i m/z 68.10 34.41%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R L
6.60 6.80 7.00 7.20
31 51 m/z 134.00 33.40%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
" '6.60 6.80 7.00 7.20
5000 m/z 66.10 21.89%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48639: Tranylcypromine-propionyl R m e e A REEas pa
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 13.62%
5000 98 116
ol II.IhH‘JIINMI M..,Nh..h,..“‘.,...l??.... I}??III N SR | GO | G
m/z--> 40 60 80 100 120 140 160 180 200 220 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 : BFO77878.D

Aca On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc oW

ALS Vial : 17 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 12 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.37 ng 58495 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
2 1-Tetracosanol 354 C24H500 000506-51-4 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance Scan 1312 (15.882 min): BF077878.D (-1309) (-) m/z 57.10 100.00%
5000 ;$
3 15.60 15.80 16.00 16.20
o} m/z 83.10 91.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148859: Trichloroacetic acid, pentadecyl ester
83
5000
15.60 15.80 16.00 16.20
m/z 43.10 86.01%
o 2 139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
' 15.60 15.80 16.00 16,20
5000 83 m/z 55.05 84 _47%
18 111
o 66 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
I I I I

Abundance #152927: Trichloroacetic acid, hexadecy! ester T
15.60 15.80 16.00 16.20

m/z 69.10 80.34%

69
5000

125
153 196 224

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF0O77878.D

Acq On : 20 Mar 2015 22:20

Operator : TP/1Z

Sample : G1575-05

Misc W

ALS Vial : 17 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]
unknownl1 .05 1.05 2.7 ng 34782 1 7.13 258711 20.0
Roflurane 1.31 4.9 ng 63821 1 7.13 258711 20.0
Butane, 2-methoxy... 1.57 21.4 ng 276563 1 7.13 258711 20.0
unknownl .66 1.66 3.3 ng 42369 1 7.13 258711 20.0
unknown4 .88 4.88 4.9 ng 63628 1 7.13 258711 20.0
unknown6 .84 6.84 85.2 ng 1101530 1 7.13 258711 20.0
Trichloroacetic a... 15.88 2.4 ng 58495 5 15.99 493189 20.0
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