LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091147.D

Aca On : 11 Nov 2016 18:30

Operator : UM/SJ

Sample : H5609-01

Misc :

ALS Vial : 11 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-BF110316.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 1.744 3 5 60 rvB 3522273 9692986 100.00% 19.192%
2 4.773 268 270 281 rVB 225370 317558 3.28% 0.629%
3 5.230 307 310 323 rBVY 1683588 2266881 23.39% 4.488%
4 6.293 401 403 411 rBV 1223500 1475215 15.22% 2.921%
5 6.407 411 413 416 rBVY 3783978 3853213 39.75% 7.629%

6.636 431 433 444 rBV2 725299 1081974 11.16% 2.142%
6.796 444 447 461 rVV 3917692 3986091 41.12% 7.892%
6.990 461 464 467 rVB 71768 112694 1.16% 0.223%
7.219 481 484 486 rBV 2826079 3733863 38.52% 7.393%
7.425 499 502 504 rBvV 311088 323661 3.34% 0.641%

=
QO ~NO®

11 7.927 544 546 550 rBV 1540711 1558607 16.08% 3.086%
12 9.013 638 641 643 rBV 5424564 6374006 65.76% 12.620%
13 9.619 689 694 697 rBv2 66284 165335 1.71% 0.327%
14 9.676 697 699 701 rBV 1873172 1630482 16.82% 3.228%
15 10.465 766 768 771 rBV 3037437 3712187 38.30% 7.350%

16 10.591 777 779 784 rVB 70075 97070 1.00% 0.192%
17 11.059 816 820 826 rBV2 61409 134775 1.39% 0.267%
18 11.151 826 828 831 rVvV 1450738 1547859 15.97% 3.065%
19 12.739 964 967 970 rBV 4415993 6078144 62.71% 12.034%
20 13.780 1056 1058 1061 rBV 1206826 1319199 13.61% 2.612%

21 15.151 1175 1178 1189 rVB 871136 1044729 10.78% 2.069%

Sum of corrected areas: 50506529
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111116\

BF091147.D

11 Nov 2016 18:30

UmM/sJ

H5609-01

11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110316.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:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091147.D

Aca On : 11 Nov 2016 18:30

Operator : UM/SJ

Sample : H5609-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.77 5.87 ng 317558 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 270 (4.773 min): BF091147.D (-268) (-) m/z 43.10 100.00%
43
59
5000
101 e N e e
440 4.60 4.80 5.00
83
o...,....,....,..??','::..,??en,u...,7?...,.-...,...:,|....,. m/z 59.10 60.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43 F
5000
440 4.60 4.80 5.00
59 m/z 101.10 19.20%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.10 17.41%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R AR
59 440 4.60 4.80 5.00
m/z 41.10 8.99Y%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 A
LRI PR SR SURL L S SULELIL SURLEL S SULELIL UL W B A R UL IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091147.D

Aca On : 11 Nov 2016 18:30

Operator : UM/SJ

Sample : H5609-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 3 unknown6.41 Concentration Rank 3

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

6.41 71.23 ng 3853210 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 413 (6.407 min): BF091147.D (-411) (-) m/z 132.00 100.00%
132
5000 68
40 % J 6.00 6.20 6.40 6.60 6.80
54 . . . : :
o g8 laeswr g w/z 68.10  46.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR AR AR
6.00 6.20 6.40 6.60 6.80
3 m/z 134.00 33.34%
1
0"'l"LmH'H'|'l'j?"'w""|""l”"l""l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.10 29.82%
158 189
e L S L L WL B WL L SO S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13608: Benzene, 1-ethenyl-3,5-dimethyl- e e
132 6.00 6.20 6.40 6.60 6.80
117 m/z 69.10 18.66%
5000
39 51 65 77 t
. }?I ?7..‘,..h S ...,1??.. . J\II — S AN £ N —
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091147.D

Aca On : 11 Nov 2016 18:30

Operator : UM/SJ

Sample : H5609-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Benzene, 1,2-diethyl- Concentration Rank 6

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

6.99 2.08 ng 112694 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 89
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 86
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 64
4 Benzene. 1.3—diethvl— 134 C10H14 000141-93-5 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60

Abundance Scan 464 (6.990 min): BF091147.D (-461) (-) m/z 105.10 100.00%

105 119
134
5000 91
79

39 56 65 | 6.60 6.80 7.00 7.20 7.40
..,....,....,....h'.-.‘:‘-?:'.h'.“:,!'.':':-,'.-:-.|!|i|:|!.:-, :'.-f"ﬁ:'!!.i..'.-|.I.I..,..'..,.. m/z 119.10 95.54%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl-
105 119
5000 91 134

6.60 6.80 7.00 7.20 7.40

o

77 m/z 134.10 55.77%
r ] \
0 ”,.+?.,”.h,...ﬂ....H.”.,Jﬂ.w...ﬂ,”..,..ﬂﬁ.hl.“.t.l.?%ﬂ..u.,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
R e e R
6.60 6.80 7.00 7.20 7.40
5000 o1 134 m/z 91.10 41.70%
51 77
39 65
15 % 58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14372: Benzene, 1-ethyl-3,5-dimethy!l-
119 6.60 6.80 7.00 7.20 7.40
m/z 109.10 27 .12%
5000
134
91
39 77 105
0 ”,....“.%?,”..M.”.?%.?ﬁ.?f.“..h,”..ﬂ.”.,nﬂm,.Jm‘.?%z...w..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091147.D

Aca On : 11 Nov 2016 18:30

Operator : UM/SJ

Sample : H5609-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 6 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5

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

7.42 4_.15 ng 323661 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. l1-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 93
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 502 (7.425 min): BF091147.D (-499) (-) m/z 119.10 100.00%
119

—

5000 134
77 9 oo 750 T T T
39 63 105 : : : : :
0...,....,..'..,.'..'.',..|..|.‘..'.Il...l'.,.... o | m/z 134.10  44.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14353: Benzene, 1,2,3,4-tetramethyl-

%

5000
7.00 7.20 7.40 7.60 7.80

m/z 91.05 16.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

119
7.00 7.20 7.40 7.60 7.80
5000 134 m/z 120.10 9.70%
39 91
15 63 /7 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #14359: Benzene, 1,2,3,5-tetramethyl- e
7.00 7.20 7.40 7.60 7.80
m/z 133.10 9.17%

5000

-

7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091147.D

Aca On : 11 Nov 2016 18:30

Operator : UM/SJ

Sample : H5609-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 7 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 7

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

9.62 2.03 ng 165335 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-._beta.-D-alucopvrano... 162 C6H1005 000498-07-7 53
2 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 50
3 D-Allose 180 C6H1206 002595-97-3 47
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 35
5 3,4-Altrosan 162 C6H1005 1000129-76-4 32

Abundance Scan 694 (9.619 min): BF091147.D (-689) (-) m/z 60.05 100.00%
6o q
5000 43 s
98 9.20 9.40 9.60 9.80 10.00
116 131
ol AOTHD s M Twm/z 57.10  73.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 IR R IR I R
73 9.20 9.40 9.60 9.80 10.00
29 m/z 43.10 36.94%
19 | 43 g5 98
ol Bl | & e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
9.20 9.40 9.60 9.80 10.00
5000 m/z 73.10 31.63%
43 3
oLl ol 100 114 133 145 163
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42883: D-Allose M
60 9.20 9.40 9.60 9.80 10.00
m/z 71.10 27 .57%
B [ \_/\/\‘_/\\,d‘/\/j
98
0...,....,‘“”‘ Ay gy msize W e gm0 | S i)
m/z--> 20 60 80 100 120 140 160 180 920 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111116\
Data File : BF091147.D

Acq On : 11 Nov 2016 18:30

Operator : UM/SJ

Sample - H5609-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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]
2-Pentanone, 4-hy... 4.77 5.9 ng 317558 1 6.64 1081970 20.0
unknown6 .41 6.41 71.2 ng 3853210 1 6.64 1081970 20.0
Benzene, 1,2-diet... 6.99 2.1 ng 112694 1 6.64 1081970 20.0
Benzene, 1,2,3,4-_.. 7.42 4.2 ng 323661 2 7.93 1558610 20.0
1,6-Anhydro-_beta. .. 9.62 2.0 ng 165335 3 9.68 1630480 20.0
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