LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078096.D

Acq On : 30 Mar 2015 22:11

Operator : TP/1Z

Sample - G1703-01

Misc :

ALS Vial : 17 Sample Multiplier: 0.5

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total

1.218 27 29 32 rBv 198816 198872 6.87% 1.115%

1.333 35 39 43 rVB 39704 83575 2.89% 0.468%
rBv 75037 95127 3.29% 0.533%
1.733 72 74 84 rBB 19990 30611 1.06% 0.172%

abrwNPE
=
N
O
w
a1
=
)]
w
a1
()]

4.796 340 342 350 rBV 170892 244783 8.46% 1.372%

5.345 388 390 393 rBV 1336654 1870256 64.63% 10.482%
6.659 502 505 507 rBV 1590536 1984591 68.58% 11.122%
6.773 513 515 518 rBV 1433634 1963225 67.84% 11.003%
7.059 538 540 543 rBV 218014 204835 7.08% 1.148%
7.253 554 557 559 rBV 1151233 1552131 53.64% 8.699%

=
QO ~NO®

11 7.756 599 601 604 rBvV 934109 1161175 40.13% 6.508%
12 8.636 676 678 681 rBvY 329206 284576 9.83% 1.595%
13 9.985 794 796 799 rBV 2534200 2340478 80.88% 13.117%
14 10.808 866 868 870 rvB 301086 321905 11.12% 1.804%
15 11.791 951 954 956 rBV 1261506 1444251 49.91% 8.094%

16 12.648 1026 1029 1031 rBV 252234 343791 11.88% 1.927%
17 14.648 1201 1204 1206 rBV 2629523 2893782 100.00% 16.218%
18 15.826 1304 1307 1314 rBV 35071 75288 2.60% 0.422%
19 15.928 1314 1316 1319 rBV 380386 380250 13.14% 2.131%
20 17.689 1467 1470 1473 rBV 311737 369661 12.77% 2.072%

Sum of corrected areas: 17843163
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF033015\
BFO78096.D

30 Mar 2015 22:11

TP/1Z

G1703-01

17 Sample Multiplier: 0.5

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
2500000

2000000

1500000

1000000

500000

1.22

| 1.33:49 1 73

TIC: BFO78096.D

4.80

5.34

6.66
6.77

7.25

Time-->  1.00

L e T

T
1.50 2.00 2.50 3.00 3.50

I
4.00 4.50

T
5.00

Abundance
2500000

2000000

1500000

1000000{.76

500000

9,98

8.64

TIC: BFO78096.D

10.81

11.79

12.65

0H—

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
25000004465

2000000

1500000

1000000

500000

15.93

15.

TIC: BFO78096.D

17.69

Time-->

S L

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\BF033015\
Data File : BF078096.D

Acq On : 30 Mar 2015 22:11

Operator : TP/1Z

Sample - G1703-01

Misc :

ALS Vial : 17 Sample Multiplier: 0.5

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

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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

1.22 9.71 ng 198872 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 64
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 7

Abundance Scan 29 (1.218 min): BF078096.D (-27) (-) m/z 73.10 100.00%
73
5000 43
89

1.00 120 140 1.60

55
e S — m/z 43.05 49.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.00 120 140 1.60
31 89 m/z 89.10 26.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
T
1.00 120 140 1.60
5000 m/z 41.10 10.23%
41
29 57
50
mﬁwﬁwﬁmﬁmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- e
73 1.00 120 140 1.60
m/z 45.10 7.36%
5000 %5
43
27 35,0, || 65 | 81 89 102109 119 129137145

B e e e e R R R RARARRREEMREEas s A+

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078096.D

Acq On : 30 Mar 2015 22:11

Operator : TP/1Z

Sample - G1703-01

Misc :

ALS Vial : 17 Sample Multiplier: 0.5

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.49 4.64 ng 95127 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 53 (1.493 min): BF078096.D (-51) (-) m/z 73.10 100.00%
73
5000 43
55 87 —
1.20 1.40 1.60 1.80
e e e e Tm/ZZz 43.05 38.61%
m/z--> 10 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 26.29%
‘%9 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
PR 87 120 140 160 180
5000 m/z 87.10 24 _.89%
29
15 67 97
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- R p
73 1.20 1.40 1.60 1.80
m/z 41.10 12.08%
5000 43
58
”I'"W"”Jﬁ"'I“"I'”'I"”I'*'W"J'P"'I”' R D R
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078096.D

Acq On : 30 Mar 2015 22:11

Operator : TP/1Z

Sample - G1703-01

Misc :

ALS Vial : 17 Sample Multiplier: 0.5

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

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

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

4.80 11.95 ng 244783 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 342 (4.796 min): BF078096.D (-340) (-) m/z 43.10 100.00%
a3
59
5000
101 USRS RN RN RS
51 | 83 | 440 460 4.80 5.00 5.20
"W”'W””I””w'”PJ'P”W'”W“'W””I””P'”P”'P”W'“W m/z 59.10 55.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rorryrrrT T T T T T T T
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 18.59%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 M m/z 58.10 17.03%
68
50 126 142
wwmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R RRaa e A RE.
43 440 460 4.80 5.00 5.20
m/z 41.10 8.70%
5000
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 460 4.80 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078096.D

Acq On : 30 Mar 2015 22:11

Operator : TP/1Z

Sample - G1703-01

Misc :

ALS Vial : 17 Sample Multiplier: 0.5

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

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 unknown6.77 Concentration Rank 1

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

6.77 95.84 ng 1963230 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 515 (6.773 min): BF078096.D (-513) (-) m/z 132.00 100.00%
132
5000 68
© sl o % J o ok om0 Tho
AN N A | A m/z 68.10  45.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 UM SR U U
6.40 6.60 6.80 7.00
m/z 134.00 31.73%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 28.46%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A RRaaamE s B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.38%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN § G SN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078096.D

Acq On : 30 Mar 2015 22:11

Operator : TP/1Z

Sample - G1703-01

Misc :

ALS Vial : 17 Sample Multiplier: 0.5

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

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 11-Tricosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.83 1.98 ng 75288 Chrysene-di12 15.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 83
4 1-Docosene 308 C22H44 001599-67-3 81
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 68
Abundance Scan 1307 (15.826 min): BF078096.D (-1304) (-) m/z 43.10 100.00%
43
5000 11 {§
& 15.60 15.80 16.00 16.20
rrrprrre el 207 m/z 83.10 99.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43
5000 83 e
15.60 15.80 16.00 16.20
111 m/z 57.10 95.96%
H | 140 168 196 224743 266 204 322
m/z--> i&&%m@mmmmmmmmmm
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20
5000 m/z 55.10 89.89%
125
27 154 182 210 238 266
mmmmm‘wwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139663: 3-Chloropropionic acid, heptadecyl ester e . T
15.60 15.80 16.00 16.20
m/z 97.10 84 .96%
5000
127
154 182 210 238 263 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078096.D

Acq On : 30 Mar 2015 22:11

Operator : TP/1Z

Sample - G1703-01

Misc :

ALS Vial : 17 Sample Multiplier: 0.5

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]
Propane, 2,2-dime... 1.22 9.7 ng 198872 1 7.06 204835 20.0
Butane, 2-methoxy... 1.49 4.6 ng 95127 1 7.06 204835 20.0
2-Pentanone, 4-hy... 4.80 11.9 ng 244783 1 7.06 204835 20.0
unknown6 .77 6.77 95.8 ng 1963230 1 7.06 204835 20.0
11-Tricosene 15.83 2.0 ng 75288 5 15.93 380250 20.0
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