LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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 1.047 11 14 31 rvB 237570 629422 19.57% 4.321%
2 1.275 31 34 36 rvB 2716520 3216208 100.00% 22.078%
3 1.390 41 44 47 rVB 216065 363415 11.30% 2.495%
4 1.561 56 59 65 rvB 52593 87040 2.71% 0.597%
5 1.652 65 67 75 rvv 84389 155162 4.82% 1.065%

1.767 75 77 106 rVB 469681 950874 29.57% 6.527%
4.864 346 348 357 rVB 74473 94197 2.93% 0.647%
5.401 392 395 398 rBV 709275 754827 23.47% 5.182%
6.693 506 508 510 rBV 788280 804835 25.02% 5.525%
6.830 517 520 522 rBV 797422 836586 26.01% 5.743%

=
QO ~NO®

11 7.116 543 545 547 rBV 291206 266024 8.27% 1.826%
12 7.299 559 561 564 rBvV 735049 664184 20.65% 4 _559%
13 7.813 603 606 608 rBvV 461573 477477 14.85% 3.278%
14 8.693 680 683 685 rBvV 398187 372422 11.58% 2.557%
15 10.042 798 801 803 rBV 1117498 1073998 33.39% 7.373%

16 10.865 870 873 875 rBvV 358621 430737 13.39%% 2.957%
17 11.836 956 958 961 rBV 594708 562808 17.50% 3.863%
18 12.694 1031 1033 1036 rBV 480809 456183 14.18% 3.131%
19 14.694 1205 1208 1210 rBV 1059896 1276279 39.68% 8.761%
20 15.894 1309 1313 1319 rBV3 16716 54824 1.70% 0.376%

21 15.985 1319 1321 1324 rVV 432101 536462 16.68% 3.683%
22 17.803 1477 1480 1482 rBV 333915 503656 15.66% 3.457%

Sum of corrected areas: 14567620
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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\BF032415\

BF077922.D

24 Mar 2015 20:19

TP/1Z

G1613-16

16 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\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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 Cyclopentane, methyl- Concentration Rank 5

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

1.05 47.32 ng 629422 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80
3 Cyclohexane 84 C6H12 000110-82-7 64
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 58
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 40

Abundance Scan 14 (1.047 min): BF077922.D (-11) (-) m/z 56.05 100.00%
56
5000 41 69
| | 84 007 1.00 1.10 1.20 1.30 1.40 1.50
o L TR i T S A m/z 41.05 48_72%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69
1.00 1.10 1.20 1.30 1.40 1.50
o8 o m/z 69.10 41 _09%
W"}?P"'P"P"'I”"I”"I”"I'”' [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
56
4 1.00 1.10 1.20 1.30 1.40 1.50
5000 m/z 55.10 25 _.56%
27
69
1 15 84
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1435: Cyclohexane
56 1.00 1.10 1.20 1.30 1.40 1.50
84 m/z 42.05 20.62%
5000 a1
69
7
'P'}a'm”h'”wl”"ﬁ"ﬂ"”l'”'l”"""P"W"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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 2 unknownl.28 Concentration Rank 1

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

1.28 241.80 ng 3216210 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
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 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 34 (1.275 min): BF077922.D (-31) (-) m/z 73.10 100.00%
3
5000 43
89
S 100 120 140 160
SN 1 e S A m/z 43.10 47.82%
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 BRSNS S
1.00 1.20 140 1.60
a1 89 m/z 89.10 31.15%
'W'th“MLm”'El'”ﬂl“ﬁ'“i'“ﬁ'”ﬁ'”'P“'P”'P”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
100 120 140 160
5000 m/z 41.05 9.22%
41
- 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-
73 1.00 1.20 140 1.60
m/z 45.10 7.28%
5000 55
43
27 35,0, || 65 | 81 89 102109 119 129137145
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

1.56 6.54 ng 87040 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 47
3 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 32
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 59 (1.561 min): BF077922.D (-56) (-) m/z 73.10 100.00%
73
5000
3 55 87 I |
| 207 1.20 140 1.60 1.80
e el e e | M/z 43.10 32.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LR I R IR I
43 1.20 1.40 1.60 1.80
55 87 m/z 87.10 26.03%
29
“'|'@'WH"Lw'L“lw"|"“l"'w""l“"l'“'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
55 120 140 160 180
5000 43 m/z 55.10 24.90%
27
15
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #13310: Butane, 2-methoxy-2,3,3-trimethyl- D T S NN
7B 1.20 1.40 1.60 1.80
m/z 71.10 10.40%
5000
41 55 83
"'I'%%'HH“"UI“"“IL' '??"%ﬁi' UL I BN S W IS I L IR I
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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 7 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4._86 7.08 ng 94197 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9

Abundance Scan 348 (4.864 min): BF077922.D (-346) (-) m/z 43.10 100.00%
43
59
5000
101 R RN L LN
| 83 | 4.60 4.80 5.00 5.20
e I o SN P m/z 59.10 55.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL LR L I
59 460 480 500 520
m/z 101.10 21.08%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
" 460 480 5.00 520
5000 m/z 58.10 16.75%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one R
43 4.60 4.80 5.00 5.20
m/z 41.10 8.64%
5000
55
\ 1 37, 49‘\ 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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 unknown6.83 Concentration Rank 3

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

6.83 62.90 ng 836586 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 520 (6.830 min): BFO77922.D (-517) (-) m/z 132.00 100.00%
5000
68
96 N ER0 BRY 700 750
40 54 104 6.40 6.60 6.80 7.00 7.20
....,....:'...“.E‘,....,‘S.?I.,....,..5.‘?,..!.,.-:..,....,....,'...,.. m/z 134.00 33.82%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LN S AL L A
6.40 6.60 6.80 7.00 7.20
78 m/z 68.10 33.24%
Tpa
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RSN SRARE RRARS RS R
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 20.48%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine N
132 6.40 6.60 6.80 7.00 7.20
o m/z 69.10 13.16%
5000 0
31
P T | 7ggs | s w6 |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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 10 Trichloroacetic acid, hexad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.04ng 54824  Chrysene-d12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302  074339-54-1 87

2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 87
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87

4 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 80
5 11-Tricosene 322 C23H46 052078-56-5 80
Abundance Scan 1313 (15.894 min): BF077922.D (-1309) (-) m/z 57.10 100.00%
57
43
83
69 97
5000
111
|h ﬁg 207 15.60 15.80 16.00 16.20
R man s o ....”.,”..“.”,.”.,”.w..”,.”.P. m/z 55.10 82.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
69 83
97
5000 |||||||||||||||||||
111 15.60 15.80 16.00 16.20
m/z 43.10 81.95%
\\ bl M & \‘ ) " 139153 167 161 196 224
N BN R AR A RS E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57 60 83
”.,”........”,.”.
97 15.60 15.80 16.00 16.20
5000 m/z 83.10 70.46%
29 111
125
139 153 168 196 241
e L I B o B L A o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #148859: Trichloroacetic acid, pentadecy! ester e . T
43 57 15. 60 15. 80 16. 00 16. 20
69 83 m/z 97.10 60.30%
97
5000
111
mwwmw.@@WW”%ww. m”mmm”m
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15 60 15. 80 16. 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077922.D

Acq On : 24 Mar 2015 20:19

Operator : TP/1Z

Sample : G1613-16

Misc :

ALS Vial : 16 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]
Cyclopentane, met... 1.05 47.3 ng 629422 1 7.12 266024 20.0
unknownl.28 1.28 241.8 ng 3216210 1 7.12 266024 20.0
Butane, 2-methoxy... 1.56 6.5 ng 87040 1 7.12 266024 20.0
2-Pentanone, 4-hy... 4._.86 7.1 ng 94197 1 7.12 266024 20.0
unknown6 .83 6.83 62.9 ng 836586 1 7.12 266024 20.0
Trichloroacetic a... 15.89 2.0 ng 54824 5 15.99 536462 20.0
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