LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076756.D

Aca On : 6 Jan 2015 13:07

Operator - 1Z / TP

Sample : F5253-01

Misc oW

ALS Vial : 6 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-BF121714.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 8.802 659 675 676 rBY 18441263 133185031 100.00% 70.993%
2 8.847 677 679 680 rVV2 19539150 27494909 20.64% 14.656%
3 8.882 680 682 686 rVB2 8969451 19355996 14.53% 10.318%
4 9.670 747 751 753 rBVY 1287414 1604797 1.20% 0.855%
5 9.990 773 779 781 rBVY 1383396 1639618 1.23% 0.874%

10.505 822 824 827 rVV 2034056 2749229 2.06% 1.465%
14.254 1149 1152 1154 rBV 1379111 1573108 1.18% 0.839%

~N o

Sum of corrected areas: 187602688
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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:\HPCHEMI\BNA F\DATA\BF010615\
BFO76756.D
6 Jan 2015 13:07
1z / TP
F5253-01
W
6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121714.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\BF010615\
Data File : BF076756.D

Aca On : 6 Jan 2015 13:07

Operator =: 1Z / TP

Sample : F5253-01

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Di-sec-butyl ether Concentration Rank 3

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

8.85 4.13 ng 27494900 Naphthalene-d8 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di-sec-butvl ether 130 C8H180 006863-58-7 64
2 Fructofuranose. 2.6-anhvdro-1.3.... 204 C9H1605 004451-11-0 39
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 25
4 Butanedioic acid. dipropvl ester 202 C10H1804 000925-15-5 25
5 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-8 23

Abundance Scan 679 (8.847 min): BFO76756.D (-677) (-) m/z 57.10 100.00%
45 57 101
5000
e e
83 8.60 8.80 9.00 9.20
bl TR Ty AA7120 445 172 191 27 | nzoo 45,10 0 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13209: Di-sec-butyl ether
45
57
5000 LR L AR L
8.60 8.80 9.00 9.20
29 101 m/z 101.10 85.73%
m/z--> 20 Jo 60 éo 100 120 140 160 180 200 220
Abundance
45
101 " '8.60 8.80 9.00 9.20
5000 m/z 41.10 32.68%
71
29 85
o 59 14 129 146 159 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4009: Formamide, N,N-diethyl- e
30 sg 101 8.60 8.80 9.00 9.20
m/z 43.10 12.27%
5000 44 86
72
0'}?PH"A"lP"'P"'P"'P"'P"'""""P"" S LARSE RARA RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076756.D

Aca On : 6 Jan 2015 13:07

Operator =: 1Z / TP

Sample : F5253-01

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown8.88 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.88 2.91 ng 19356000 Naphthalene-d8 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3H-1.2.4-Triazole-3-thione. 1.2-... 101 C2H3N3S 003179-31-5 47
2 Butanoic acid. 4-(2-methoxvy-1-me... 204 C9H1605 054966-46-0 42
3 2-Hexanol. 2-methvyl- 116 C7H160 000625-23-0 40
4 Succinic acid diisopropvl ester 202 C10H1804 000924-88-9 37

5 Ethanol, 2,2"-oxybis-, dipropanoate 218 C10H1805 006942-59-2 28
Abundance Scan 682 (8.882 min): BF076756.D (-680) (-) m/z 57.10 100.00%
101
5000
41
™ & 115 860 8.80 9.00 9.20
131 145 : : :
0 bt bl 60 188 m/z 101.10 85.06%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3932: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101
42
5000 LA L L L L L LB LN LB
8.60 8.80 9.00 9.20
73 m/z 59.10 70.82%
0 \ Hu ‘ ‘\ “ 83 "
.”.,....,..”,....,..”,....,..”,....,...w....
miz--> 20 40 80 100 120 140 160 180
Abundance
59 101
e e
8.60 8.80 9.00 9.20
5000 m/z 41.10 31.72%
43 87
69 117 145 173
O T e o e L e e T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8125: 2-Hexanol, 2-methyl- e
59 8.60 8.80 9.00 9.20
m/z 43.10 22.82%
5000 /\/\
15
0...‘.,.‘.”..‘,”.‘..‘l‘i.6.9..F.3...,..1.1.5,....,....,....,....
nm/z--> 20 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076756.D

Aca On : 6 Jan 2015 13:07

Operator =: 1Z / TP

Sample : F5253-01

Misc oW

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 1,3,3-Trimethoxybutane Concentration Rank 2

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

9.99 11.93 ng 1639620 Acenaphthene-d10 10.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.3-Trimethoxvbutane 148 C7H1603 006607-66-5 64
2 1-tert-Butoxv-2-ethoxvethane 146 C8H1802 051422-54-9 64
3 1.3.4-Trimethoxv-butan-2-ol 164 C7H1604 033469-04-4 56
4 Thiazole. tetrahvdro- 89 C3H7NS 000504-78-9 53
5 Tripropyl orthoformate 190 C10H2203 000621-76-1 40

Abundance Scan 779 (9.990 min): BFO76756.D (-773) (-) m/z 45.10 100.00%
45 89
5000 3
117
9.60 9.80 10.00 10.20 10.40
o ol 203 .".|, 130 145 129 175 10 | n/z  89.05  99.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22075: 1,3,3-Trimethoxybutane
45
89
5000
117 9.60 9.80 10.00 10.20 10.40
101 m/z 57.10 83.17%
0 1\5 ?\9\ N/|RA] ﬁsw\ ?1 ‘H ‘ ‘ 133
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
45 9.60 9.80 10.00 10.20 10.40
5000 m/z 59.05 59.68%
29 73 89
15 101 131
S L L S L L B W L B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32260: 1,3,4-Trimethoxy-butan-2-ol
45 9 9.60 9.80 10.00 10.20 10.40
59 m/z 73.05 51.67%
5000 119
RO O O 0 -0 T=-S
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010615\
Data File : BF076756.D

Acq On : 6 Jan 2015 13:07

Operator - 1Z / TP

Sample - F5253-01

Misc W

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121714_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]
Di-sec-butyl ether 8.85 4.1 ng 27494900 2 8.30 133185000 20.0
unknown8 .88 8.88 2.9 ng 19356000 2 8.30 133185000 20.0
1,3,3-Trimethoxyb. .. 9.99 11.9 ng 1639620 3 10.46 2749230 20.0
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