LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 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 G\METHODS\8270-BG120215.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 3.126 43 49 58 rBv2 35067 77021 3.83% 0.933%
2 3.202 58 62 70 rvB 31136 48013 2.38% 0.582%
3 4.748 321 325 330 rVB 12102 20765 1.03% 0.252%
4 5.176 391 398 404 rBV 35937 54980 2.73% 0.666%
5

5.646 472 478 486 rBY 151267 236253 11.74% 2.863%

7.250 742 751 762 rVB 104008 182211 9.05% 2.208%
7.627 808 815 824 rBV 269198 458499 22.77% 5.557%
rBv 65292 109154 5.42% 1.323%
8.426 944 951 958 rVB 243405 418282 20.78% 5.070%
8.743 997 1005 1010 rBV 13208 20633 1.02% 0.250%
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11 9.266 1087 1094 1103 rBV 212592 376793 18.72% 4_.567%
12 10.917 1368 1375 1380 rBV 93201 160157 7.96% 1.941%

13 10.964 1380 1383 1390 rVB2 15765 24734 1.23% 0.300%
14 13.355 1777 1790 1797 rBV 720577 1062104 52.76% 12.873%
15 14.395 1962 1967 1973 rBV 24258 34381 1.71% 0.417%

16 14.730 2017 2024 2031 rVvB2 157508 262805 13.05% 3.185%
17 16.211 2267 2276 2284 rBV 670519 1008609 50.10% 12.224%

18 16.416 2306 2311 2320 rBV2 12776 21703 1.08% 0.263%
19 17.468 2482 2490 2496 rBV2 232863 354330 17.60% 4.294%
20 17.815 2544 2549 2561 rBV 41247 66952 3.33% 0.811%
21 18.337 2630 2638 2645 rBV 39718 56334 2.80% 0.683%
22 19.607 2850 2854 2865 rBV2 21259 30166 1.50% 0.366%

23 19.712 2865 2872 2879 rBV 93382 134620 6.69% 1.632%
24 20.071 2927 2933 2939 rBV 1571408 2013216 100.00% 24.400%

25 21.216 3123 3128 3138 rBV 46068 76409 3.80% 0.926%
26 21.363 3149 3153 3163 rBV5 20729 37039 1.84% 0.449%
27 21.739 3210 3217 3225 rVB 291954 463576 23.03% 5.619%
28 23.437 3500 3506 3511 rVB3 12319 22598 1.12% 0.274%

29 25.006 3762 3773 3784 rVB 149517 418487 20.79% 5.072%

Sum of corrected areas: 8250824
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG020117.D

1400000
1200000
1000000
800000
600000

400000
7.63
200000 5.65 e 52

i 7.25 8.10 10.92
33120 4.75 518 A i 8.74 10.96

R i e Sy GUERIS RPMACRRRSRSM MRSRES | MRS €SN | S AN LSS S M

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 8.50 900 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG020117.D

20.07
1400000

1200000
1000000

800000
13.36 16.21

600000

400000
21.74

17.47
200000 14.73
19.71

17.81 18.34 21532
o I | 1440}\ DU X Y W/ il codE . S | N =<2 | R

Time--> 13.00 13.50 14.00 14.50 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 21.50 22.00 22.50
Abundance TIC: BG020117.D

1400000

1200000

1000000

800000

600000

400000

200000 25.01
23.44

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.20 8.80 ng 48013 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 62 (3.202 min): BG020117.D (-58) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0 87.0

300 320 340 360
o Y 8 ¥ Y VRSO E E— m/z 43.00 37.29%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T
3.00 320 3.40 3.60

43.0 55. 87.0 m/z 87.00 27.68%
29.0 | ‘

0.,.HMH.”.,”..,”..,”..ﬂ:..“..w...w...w..”,..
mz-> 20 30 70 80 90 100 110 120

Abundance
73.0

3.00 320 3.40 3.60

5000 59.0 m/z 54.95 23.09%
87.0
43.0
29.0 102.0

o) JRNRNINE AN MRS I | SN

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl- s I
55.0 73.0 3. 00 3. 20 3. 40 3. 60

m/z 45.00 10.83%

5000
43.0

31.0
11 ! \ | .63.0 83.0 97.0 115.0

m/z--> 20 30 50 60 70 80 90 100 110 120 3.00 3.20 340 3.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 5,5-Dimethyl-1,3-hexadiene Concentration Rank 7

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

4.75 3.80 ng 20765 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 80
2 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 80
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 78
4 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 72
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64

Abundance Scan 325 (4.748 min): BG020117.D (-321) (-) m/z 95.00 100.00%
94.0
5000
6r.0 110.0
390 530 79.0 | 4.40 4.60 4.80 5.00
o sSSP | S S m/z 67.00 29.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5829: 5,5-Dimethyl-1,3-hexadiene
95.0
27.0 67.0
2000 410 550 440 460 4.80 5.00
. 110.0 m/z 110.00 21.07%
0 15\'0 ‘ ‘ N \\\‘\u LI H\ il
RSN N UL IURELI I UL SO I SUL L U B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
95.0
440 460 4.80 500
5000 67.0 m/z 79.00 10.17%
39.0 55.0 110.0
150 270 77.0
e R RS RN RS RS RS IS LS RN SRR SRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5873: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0 4.40 4.60 4.80 5.00
41.0 670 m/z 77.00 9.52%
5000 55.0
27.0
‘ 79.0 110.0
0 N SO 1TSS 1| PO (| N 1T L ‘
SNSRI UL IURELI I UL SO I SUL L L R U LS SR
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:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 unknown5.18 Concentration Rank 4

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

5.18 10.07 ng 54980 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 3-Hexanol 102 C6H140 000623-37-0 25
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 16

Abundance Scan 399 (5.182 min): BG020117.D (-391) (-) m/z 43.00 100.00%
43.0
59.0
5000
o o ok 550 ah aho
83.0 : : : : :
o...,....,....,....','!:..5,1'.9'!-.,...6?',9....,.-...,...~:,|....,. m/z 59.00 62.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0
5000 R L R RN L
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00 21.96%
sLo 40 69.0 83.0
0'“|}ﬁq|'“”N“'“Jmh?ﬁqu"'d"“l”l“l'“'l“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 18.16%
20.0 101.0
0ty }?lq RSN S SRS SR 7?;9, F?3q URIIS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol LI L L LB L L
59.0 4.80 500 5.20 5.40 5.60
m/z 41.00 11.78%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ ! | 840 1010
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 11'0 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 unknown7.63 Concentration Rank 1

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

7.63 84 .01 ng 458499 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 816 (7.632 min): BG020117.D (-808) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 so || L% 150 70 Tho 7ho 800
o} ST 1SS S PR .5 RN TP 5 NS | S m/z 68.00 44.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 M UL R R R
69.0 7.20 7.40 7.60 7.80 8.00
390 20 m/z 134.00 31.93%
H ‘ 89.0 103.0
0'W'“W'“W'“jw“mﬁ““P'“P'“I““““mIM“WEQQ“'W"'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 30.18%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R ARSI
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 20.08%
5000
150 280 39.0 520 30 770 900 1040,
s T e T e T 1 T o | | T 7o Tk abo
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

Library Search

Z:\HPCHEMI\BNA G\DATA\BG121215\
BG020117.D

11 Dec 2015 22:04

UM/SJ

G4729-14

10 Sample Multiplier: 1

Compound Report

d : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Library
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 1,3,8-p-Menthatriene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
" 8.74 3.78ng 20633  1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1.3.8-p-Menthatriene 134 Cl0H14 021195-59-5 59

2 Benzene. l-ethvl-2.3-dimethvl-
3 Benzene. tert-butvl-

134 C10H14
134 C10H14

4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14
5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14

000933-98-2 59
000098-06-6 53
000535-77-3 53
000099-87-6 53

Abundance Scan 1005 (8.743 min): BG020117.D (-997) (-) m/z 119.00 100.00%
119.0
105.0
134.0
5000 910
77.0 e
41|-0 52.9 65.0 I I I 8.40 8.60 8.80 9.00
) R 1 Y N S N | RN 1 SN B m/z 105.00  77.65%
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14319: 1,3,8-p-Menthatriene
119.0
000 T ahe a ST
91.0 : ' : :
o 134.0 m/z 134.00 45.12%
: 65.0 77.0 105.0
N . A Y SN N A
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
R
8.40 8.60 8.80 9.00
5000 m/z 91.00 37.50%
134.0
91.0
50 150 27:0 390 510 650 77.0 105.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14318: Benzene, tert-butyl- e
119.0 8.40 8.60 8.80 9.00
m/z 77.00 18.53%
5000 91.0
134.0
410
79.0
0 15'0 27w.0 “ 53.0\\ 65\.0 ‘\‘ Il 10\3.0 1 ‘ L
2 b N N NN B | SR S AN R o
mz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 Mesitylacetic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.40 2.62 ng 34381 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlacetic acid 178 C11H1402 004408-60-0 91
2 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 64
3 1-Propanone. 1-(2.4-dimethvlphen... 176 C12H160 023351-72-6 59
4 4-tert-Butvltoluene 148 C11H16 000098-51-1 59
5 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 59
Abundance Scan 1968 (14.401 min): BG020117.D (-1962) (-) m/z 133.00 100.00%
138.0
5000 105.0
178.0 .
30.0 77.0 14.00 14.20 14.40 14.60 14.80
o} m/z 105.00 48_.79%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #40969: Mesitylacetic acid
133.0
5000
14.00 14.20 14.40 14.60 14.80
, 178.0 m/z 178.00 32.18%
39.0 65.0 115.0
oL 150 o %0 L 00
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
133.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 91.00 20.71%
105.0 148.0
oL 150 410 580 71.0
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #39952: 1-Propanone, 1-(2,4-dimethylphenyl)-2-methyl-
133.0 14.00 14.20 14.40 14.60 14.80
m/z 117.00 18.38%
5000 105.0
77.0
o 390 . 62,0 \\ L \ 159.0 1760
m/z--> 0 20 4'0 60 80 1(')0 120 140 160 15';0 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 9 2-(4-Formyl-phenoxy)-acetamide Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.81 3.78 ng 66952 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Formvl-phenoxv)-acetamide 179 CO9HINO3 135857-20-4 59
2 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 50
3 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 47
4 2.4-Dimethoxvphenvl isocvanate 179 CO9HINO3 084370-87-6 38
5 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4 000119-45-9 38

Abundance Scan 2548 (17.809 min): BG020117.D (-2544) (-) m/z 179.00 100.00%
179.0
5000 135.0
70 g 170 oo a4 | 17401760 17750 1800 1820
b et e b ey b ERE RS Tm/z 135.00 0 48.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42143: 2-(4-Formyl-phenoxy)-acetamide
179.0
5000 LI U U N A
135.0 17.40 17.60 17.80 18.00 18.20
580 /70 1050 ‘ m/z 107.00 16.43%
0 o I”'WM”'L'JI”'W'“'M'” [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0
A A IR BB RN
195.0 17.40 17.60 17.80 18.00 18.20
5000 : m/z 57.00 12.42%
43.0
miz--> "'z'o""4'o'"Ze'o""éd"iéé"iz'c')"1'216"iéé"isé"éoé"ééé"éié""
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179.0 17.40 17.60 17.80 18.00 18.20
m/z 180.00 12.03%
135.0
5000
410 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.34 3.18 ng 56334 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Lactose 342 C12H22011 000063-42-3 47
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2638 (18.337 min): BG020117.D (-2630) (-) m/z 73.00 100.00%
73.0
43.0
5000
970 129.0 213.1
157.1 1851 256.2 18.00 18.20 18.40 18.60
0 m/z 60.00 76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 X
5000 U B AR
18 00 18.20 18.40 18.60
120.0 256.0 m/z 43.00 73.18%
oI, . Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
18.00 18.20 18.40 18.60
5000 m/z 55.00 63.82%
129.0
97.0 171.0 214.0
0 ' 152.0 195.0
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 41.00 58.49%
5000 1290
185.0 228.0
N |
Ol II‘I\III‘H‘I\‘HIII‘HI\ M‘\ Imlwlll\lllllle:e:lol ||||‘|||||||||||||||
miz-> 20 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 11 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.71 5.81 ng 134620 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 94
2 2-Propen-1-one. 1-(4-aminophenvl._.. 223 C15H13NO 002403-30-7 43
3 Imidazolidine. 1.3-diphenvl-2-pr... 266 C18H22N2 055320-82-6 32
4 Benzenamine. N.N-dimethvl-4-(2-p... 223 C16H17N 000838-95-9 32
5 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 32
Abundance Scan 2872 (19.712 min): BG020117.D (-2865) (-) m/z 223.10 100.00%
228.1
5000 135.0 “
e 107.0 16140 10160 1980 20,00
77.0 : : : :
0 ..,'.|...|,....,..'..,.'..-.-,...J:,...l.el..l.. 1930 e el Tn/z 135.00  45.72%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0 A
5000 USSR UL AR
19.40 19.60 19.80 20.00
m/z 45.00 19.86%
45.0 770 107.0
0 oo 156017701990 294.0
m/z--> Jo éo 85 100 120 140 160 180 200 220 240 260 280
Abundance
120.0 223.0
19.40 19|60 19.80 20.00 |
0
5000 65.0 1620 178.0 m/z 224.00 14.91%
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98112: Imidazolidine, 1,3-diphenyl-2-propyl- R i e
228.0 19.40 19.60 19.80 20.00
m/z 57.05 10.14%
5000
77.0
o 5]‘_ 0 10ﬁ 0 1320 16? 0 266 0
iz Ao 80 80 100 130 140 180 150 200 230 240 2% 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020117.D

Aca On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 12 13H-Dibenzo[a,i]carbazole Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.22 3.30 ng 76409 Chrysene-d12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 50
2 Ethanol. 2-T2-12-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 50
3 7H-Dibenzo(a.a)carbazole 267 C20H13N 000207-84-1 38
4 5H-Naphthol2.3-clcarbazole 267 C20H13N 000198-96-9 35
5 Pyrido[2,3-d]pyrimidin-5(8H)-one... 267 C15H13N302 1000260-26-0 32
Abundance Scan 3129 (21.222 min): BG020117.D (-3123) (-) m/z 267.10 100.00%
26.1
5000 450 195.0 jt
89.0 RS AR A R A
160.9 21.00 21.20 21.40 21.60
Ohrrreeblerd s gL 19092280 LS5 00 38.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98705: 13H-Dibenzol[a,i]carbazole
267.0
5000

21.00 21.20 21.40 21.60
m/z 135.00 36.89%

133.0
49.0 73.0 105.0 163.0 211.0 239.0

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
267.0
21.00 21.20 21.40 21.60
5000 m/z 268.10 18.16%
89.0
45.0 133.0
o 161.0 205.0 237.0 295.0 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98701: 7H-Dibenzo(a,g)carbazole i e B R
267.0 21.00 21.20 21.40 21.60

m/z 89.00 16.88%

5000

133.0

39.0 74.0 106.0 163.0188.0213.0239.0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121215\
Data File : BG020117.D

Acq On : 11 Dec 2015 22:04

Operator : UM/SJ

Sample : G4729-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
Butane, 2-methoxy... 3.20 8.8 ng 48013 1 8.10 109154 20.0
5,5-Dimethyl-1,3-__. 4.75 3.8 ng 20765 1 8.10 109154 20.0
unknown5.18 5.18 10.1 ng 54980 1 8.10 109154 20.0
unknown7 .63 7.63 84.0 ng 458499 1 8.10 109154 20.0
1,3,8-p-Menthatriene 8.74 3.8 ng 20633 1 8.10 109154 20.0
Mesitylacetic acid 14.40 2.6 ng 34381 3 14.73 262805 20.0
2-(4-Formyl-pheno... 17.81 3.8 ng 66952 4 17.47 354330 20.0
n-Hexadecanoic acid 18.34 3.2 ng 56334 4 17.47 354330 20.0
Ethanol, 2-[2-[4-... 19.71 5.8 ng 134620 5 21.74 463576 20.0
13H-Dibenzo[a,i]c... 21.22 3.3 ng 76409 5 21.74 463576 20.0
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