LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078085.D

Acq On : 30 Mar 2015 16:56

Operator : TP/1Z

Sample - G1701-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

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 1.207 26 28 31 rvB 509954 488287 46.59% 5.996%
2 1.333 36 39 42 rVB 66859 94912 9.06% 1.166%
3 1.493 50 53 56 rBvV 60019 89565 8.55% 1.100%
4 1.733 72 74 81 rBvV 58771 81330 7.76% 0.999%
5 4.796 340 342 350 rvVB 54702 78472 7.49% 0.964%
6 5.345 388 390 393 rBY 596722 653886 62.39% 8.030%
7 6.648 502 504 507 rBVY 773105 683965 65.26% 8.399%
8 6.773 513 515 518 rVB 736526 721310 68.82% 8.858%
9 7.059 538 540 543 rBB 198950 182724 17 .43% 2.244%
10 7.242 554 556 559 rBV 498540 545890 52.08% 6.704%

11 7.756 599 601 604 rBvV 488618 421295 40.19% 5.174%
12 8.636 676 678 681 rBvY 283309 250999 23.95% 3.082%
13 9.985 794 796 798 rBV 1044983 899280 85.80% 11.044%
14 10.499 839 841 843 rBB 22131 21956 2.09% 0.270%
15 10.808 866 868 870 rvB 276229 287955 27.47% 3.536%

16 11.779 951 953 956 rBv2 362688 498762 47.59%% 6.125%
17 11.985 970 971 976 rBB 7649 13216 1.26% 0.162%
18 12.648 1026 1029 1031 rBV 220184 307672 29.35% 3.778%
19 14.637 1201 1203 1206 rBV 906799 1048137 100.00% 12.872%
20 15.826 1304 1307 1313 rBV 32061 58122 5.55% 0.714%

21 15.928 1313 1316 1319 rVV 347302 359597 34.31% 4.416%
22 17.677 1466 1469 1472 rBV 279186 355701 33.94% 4 _.368%

Sum of corrected areas: 8143033
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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\

BF078085.D

30 Mar 2015 16:56

TP/1Z

G1701-01

6 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\BF033015\
Data File : BF078085.D

Acq On : 30 Mar 2015 16:56

Operator : TP/1Z

Sample - G1701-01

Misc :

ALS Vial : 6 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

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.

1.21 53.45 ng 488287 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 56
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 28 (1.207 min): BF078085.D (-26) (-) m/z 73.10 100.00%
73
5000 43
89
T
1.00  1.20 1.40 1.60
55
L T AT W PV SN RN - ) N m/z 43.05 50.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 RS RS e
1.00  1.20 1.40 1.60
a1 89 m/z 89.10 28.08%
T |'?§t“"'??H"J'“|' “??l' "'ll*' '|""‘|""| T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
100 120 140 160
5000 m/z 41.10 10.16%
45
29
39 S a7 101
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #2103: Propane, 2-methoxy-2-methy!l- e i i
78 1.00  1.20 1.40 1.60
m/z 45.10 7.38%
5000
57
- 41
15 \‘ \“\ 50 1 ! 87 [\
mz> 10 20 30 40 50 60 70 80 90 100 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078085.D

Acq On : 30 Mar 2015 16:56

Operator : TP/1Z

Sample - G1701-01

Misc :

ALS Vial : 6 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

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 5

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

1.49 9.80 ng 89565 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 40
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 53 (1.493 min): BF078085.D (-50) (-) m/z 73.10 100.00%
7B
5000
43
55 87 A S S
1.20 1.40 1.60 1.80
bbb e e e m/z 43.10 35.47%
m/z--> 10 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 87.10 26.46%
29
'w"'w"'w'?§'w"'w"'w'§?w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
- 87 120 1.40 160 180
5000 m/z 55.10 26.37%
29
15 67 97
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4305: Silane, ethyltrimethy!l- R e i p
73 1.20 1.40 1.60 1.80
m/z 41.10 12.27%
5000 59
87
43
29 || 53 | 67 | 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078085.D

Acq On : 30 Mar 2015 16:56

Operator : TP/1Z

Sample - G1701-01

Misc :

ALS Vial : 6 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

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 7

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

4.80 8.59 ng 78472 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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 342 (4.796 min): BF078085.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101
49 | 83 | 440 460 4.80 5.00 5.20
SRS 1 NS5 TS | SRS M SRS SN m/z 59.10 55.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U RN RN R
440 4.60 4.80 5.00 5.20
59 m/z 101.10 22.12%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 500 5.20
5000 m/z 58.10 17.88%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one | LA DAL B LA B R
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.51%
5000
55
1 3710 49 \ 65 71 77 83 98
miz--> % b % B e % b 1) | ak ek kb ok ik
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078085.D

Acq On : 30 Mar 2015 16:56

Operator : TP/1Z

Sample - G1701-01

Misc :

ALS Vial : 6 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

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 78.95 ng 721310 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 515 (6.773 min): BF078085.D (-513) (-) m/z 132.00 100.00%
132
5000 68
96 LSRR SRR L R I
40 54 78 06 6.40 6.60 6.80 7.00
e B m/z 68.10 41 .51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UM S U U
6.40 6.60 6.80 7.00
m/z 134.00 31.94%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 660 6.80 7.00
5000 m/z 66.10 25.92%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R E e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.77%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN N & SN
m/z--> 20 40 100 120 140 160 180 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 : BF078085.D

Acq On : 30 Mar 2015 16:56

Operator : TP/1Z

Sample - G1701-01

Misc :

ALS Vial : 6 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

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 11-Tricosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.23 ng 58122 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 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
Abundance Scan 1307 (15.826 min): BF078085.D (-1304) (-) m/z 57.10 100.00%

57 83
41
5000 111

15. 60 1580 16. OO 16. 20
rrrprrre e 207 m/z 43.10 90.56%

T
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

15.60 15.80 16.00 16.20
111 m/z 55.10 88.35%

| | 140 168 196 224243 266 294 322 A
“wunpnwnupn.nnpn.“”.”.””.”.“”P“.””.”.”“.”

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20
5000 m/z 83.10 88.22%
125
27 154 182 9210 238 266
mmmmm‘wwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester S

15.60 15.80 16.00 16.20
m/z 97.10 85.29%

69

5000

125

153169 196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1560 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 : BF078085.D

Acq On : 30 Mar 2015 16:56

Operator : TP/1Z

Sample - G1701-01

Misc :

ALS Vial : 6 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]
Propane, 2,2-dime... 1.21 53.5 ng 488287 1 7.06 182724 20.0
Butane, 2-methoxy... 1.49 9.8 ng 89565 1 7.06 182724 20.0
2-Pentanone, 4-hy... 4.80 8.6 ng 78472 1 7.06 182724 20.0
unknown6 .77 6.77 79.0 ng 721310 1 7.06 182724 20.0
11-Tricosene 15.83 3.2 ng 58122 5 15.93 359597 20.0
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