LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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

5.715 338 345 351 rBV2 39051 69137 1.40% 0.296%
5.815 355 362 367 rBvV 31290 56719 1.15% 0.243%
rBv2 502920 928041 18.83% 3.969%
7.067 566 575 589 rVvB 67193 122931 2.49% 0.526%
7.554 651 658 667 rvB 54780 100985 2.05% 0.432%
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7.695 673 682 692 rBvV 312082 626617 12.71% 2.680%
7.960 718 727 734 rBV 130735 226869 4.60% 0.970%
rBv 936504 1732539 35.15% 7.410%
8.571 824 831 839 rVvB 175618 313319 6.36% 1.340%
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1 8.894 874 886 893 rBvV 804132 1527758 31.00% 6.534%
11 9.734 1022 1029 1043 rVB 695451 1355193 27.50% 5.796%
12 10.780 1195 1207 1212 rBV2 38844 78145 1.59% 0.334%
13 11.391 1298 1311 1317 rBV 273295 545285 11.06% 2.332%
14 12.825 1546 1555 1560 rBV7 30209 65654 1.33% 0.281%
15 13.218 1613 1622 1627 rBV2 27887 57320 1.16% 0.245%

16 13.782 1708 1718 1727 rBV 2127109 3548838 72.00% 15.179%
17 14.141 1773 1779 1794 rVB8 17923 54251 1.10% 0.232%
18 14.587 1848 1855 1862 rVB 143832 219101 4._.45% 0.937%
19 15.151 1941 1951 1962 rBV2 443660 793313 16.10% 3.393%
20 16.638 2196 2204 2215 rBV 1721385 2773415 56.27% 11.862%

21 17.907 2412 2420 2431 rBV 567719 960080 19.48% 4.106%
22 18.747 2559 2563 2569 rBV2 64513 105323 2.14% 0.450%
23 20.486 2852 2859 2868 rBV 3385408 4928736 100.00% 21.081%
24 22.296 3160 3167 3177 rVB 578693 1133411 23.00% 4.848%
25 25.997 3787 3797 3811 rVB 325755 1057046 21.45% 4.521%

Sum of corrected areas: 23380026

8270-BG060517.M Tue Jun 06 14:24:03 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027230.D

3000000
2500000
2000000
1500000

1000000 8.10
8.89 9.73

6.15
500000
[ 11.39
5982 707 754 '; i 1078 | 12.82132

N N L L e e e o atal

T T T T T T
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027230.D

20.49
3000000

2500000

13.78

2000000
16.64

1500000

1000000

17.91 22.30

500000 15.15
14.14 25 K 18.75 _

O o o L L e o o o B B B L B e e e B B B o

Time--> 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: BG027230.D

3000000

2500000

2000000

1500000

1000000

500000 26.00

e = e

Time--> 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:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.72 4.41 ng 69137 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 35
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28

Abundance Scan 346 (5.721 min): BG027230.D (-338) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IR AR RS LR AR
83.0 206.9 540 5.60 5.80 6.00
b e e 202 Tm/z 59.00 0 57.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR AR SRR
540 5.60 5.80 6.00
59.0 m/z 101.00 22.72%
270 H g0 1010
0::::|“|H||Hi||‘|||||‘||||‘||||||||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
540 560 580 6.00
5000 m/z 58.00 18.31%
101.0
41.0
15.0 83.0
G T I I UL W WL B LI LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43.0 540 5.60 5.80 6.00

m/z 41.00 10.25%

5000 50.0

101.0

15.0 ‘ ‘ 83.0

L

m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 7

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

5.82 3.62 ng 56719 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
2 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 56
3 Cvclohexane. l1l-ethvl-1.4-dimethy... 140 C10H20 062238-32-8 56
4 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 56
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 55

Abundance Scan 363 (5.821 min): BG027230.D (-355) (-) m/z 111.10 100.00%
69.0 114.1
5000 410
. o | | 5HD BED 550 600 630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0
5.40 5.60 5.80 6.00 6.20
m/z 55.00 45.74%
0 .JF%?.‘J..‘HK. Jh,.‘j.. ,L.QF%? e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
111.0 5.40 5.60 5.80 6.00 6.20
5000 m/z 41.00 36.20%
41.0
0 25.0 95.0 140.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18073: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans-
69.0 5.40 5.60 5.80 6.00 6.20
0
1110 m/z 83.00 27 .56%
5000
41.0
0 "'%+9"h“"w‘l”ﬂ"lh'%%?"h'l “'}ﬁo$1"|""|' BN RS RAR RARAE LRSS
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (1-methylethyl)- Concentration Rank 4

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

7.07 7.85 ng 122931 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 91
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 83
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 83
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 80

Abundance Scan 576 (7.072 min): BG027230.D (-566) (-) m/z 105.00 100.00%
105.0
5000
120.1 SN I W,
300 510 439 77|'|0 91.0 6.80 7.00 7.20 7.40
o SN S VA hRVSMOO | MPPUIMMNS NN | SRS MBS m/z 120.10 22.35Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9417: Benzene, (1-methylethyl)-
105.0
5000 U UL L LR I
6.80 7.00 7.20 7.40
770 120.0 m/z 77.00 15.08%
0 20 390 S0 eo T o0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
680 7.00 7.20 7.40
5000 120.0 m/z 79.00 14._.40%
270 0 510 630 O 910
G R R R RS AR NS AN RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9427: Benzene, 1-ethyl-2-methyl- ....,....,....,....,...f.\
105.0 6.80 7.00 7.20 7.40
m/z 51.00 9.48%
5000
770 o10 120.0
15'0 27\.0 39.0 5:\""0 ﬁs‘.o | Il .\ 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, propyl- Concentration Rank 5

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

7.55 6.45 ng 100985 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 1-Benzvlamino-2-benzvloxvethane 241 C16H19NO 038336-06-0 53
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 47
4 Benzaldehvde. 2-methvl- 120 C8H80 000529-20-4 47
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 46

Abundance Scan 657 (7.548 min): BG027230.D (-651) (-) m/z 91.00 100.00%
91.0
5000
120.0 ”,..”,..”,...w../x.
399 990 7.20 7.40 7.60 7.80
bbbl ey m/Z 120.00  21.43%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9408: Benzene, propyl-
91.0
5000 f\"l" U AN AR A
7.20 7.40 7.60 7.80
120.0 m/z 65.00 11.84%
39.0 65.0
0I'"'NW'“'VL'NI'J'I“'”I""P"'I”"I'”'I"”I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
A'W"”I'”'I”"P"W'
7.20 7.40 7.60 7.80
5000 m/z 92.00 10.08%
120.0
65.0
o 30.0 509 136.0
miz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #70360: N-Benzyl-2-phenethylamine e e
91.0 120.0 7.20 7.40 7.60 7.80
m/z 78.00 7.58%
5000
65.0
0 | 165.0181.0  209.0
miz-> 20 40 60 80 100 120 140 160 180 200 ' 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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, 1,2,4-trimethyl- Concentration Rank 3

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

7.96 14.48 ng 226869 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 727 (7.960 min): BG027230.D (-718) (-) m/z 105.00 100.00%
106.0
5000
L .
390 gy 77|'° ho 160.9206. 760 7.80 8.00 820
bl 19092089 1 h777120.00 30 72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0
5000 AN R RS SRS
7.60 7.80 8.00 8.20
m/z 77.00 12.90%
0 27.0 SJT'O " 77\‘.\0 | ull :!- \.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
7.60 7.80 8.00 8.20
5000 m/z 91.00 11.78%
0 39.0 59.0 1.0 121.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl- R RRa N
105.0 7.60 7.80 8.00 8.20
m/z 79.00 10.22%
5000
0 15'0 39\.0 \59'9 77‘\.‘0 ‘ ‘\‘ 1?\ .0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown8.10 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.10 110.59 ng 1732540 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal

2 Tranvlcvpromine-propionvl

132 C6HOCIO
189 C12H15N0O

031357-76-3 16
1000123-86-3 10

005379-20-4 9
022291-85-6 9

3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2

5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 751 (8.101 min): BG027230.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
oo
40.0 %l'o 115.1 J 7.80 8.00 8.20 8.40
0 SRS RSS2 S | m/z 68.00 43.79%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i T o s s
41.0 97.0 : : : :
‘ ‘ 170 m/z 134.00 32.56%
S S -2 Y S Y
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
e
74.0 7.80 8.00 8.20 8.40
5000 980 1160 m/z 66.00 28.25%
158.0 189.0
T S =
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethy!l- R e R
132.0 7.80 8.00 8.20 8.40
117.0 m/z 69.00 17.05%
5000
39.0 65.0 .0
0.¥5q.u..ﬁ.ub.,f..ﬂ,.ﬂ.wuh.ln.wh.,....,....,...
miz--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BG060517.M Tue Jun 06 14:24:06 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl10.78 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.87 ng 78145 Naphthalene-d8 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 49
2 1.3-Cvyclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 49
3 o0-Cvmene 134 C10H14 000527-84-4 49
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 49
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 46
Abundance Scan 1207 (10.780 min): BG027230.D (-1195) (-) m/z 119.00 100.00%
118.0
5000
0 206.9 10.40 10.60 10.80 11.00
0 e e m/z 117.00 57.08%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
10.40 10.60 10.80 11.00
910 m/z 134.10 37 .30%
.1.5‘.'?.‘. .3.%;‘?.‘.‘.??..0. .“‘,..‘..|‘a‘..‘a‘l.fl.‘..|0....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
119.0
L A A
10.40 10.|60 10.I80 11.'00 !
5000 m/z 91.00 25.70%
41.0 910
: 65.0 135.0
G S S U S UL I LA L I WAL WAL
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #14806: 0-Cymene
119.0 10.40 10.60 10.80 11.00
m/z 115.00 24 .28%
5000 91.0
39.0 650 %
.1.5..0“‘...‘l‘..“..‘l‘ﬁ...‘Hluu‘l‘. ”l‘..‘ﬁ‘l.}?‘..?....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BG060517.M Tue Jun 06 14:24:07 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl2.82 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.82 2.41 ng 65654 Naphthalene-d8 11.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. 4-methvl- 114 C6H1002 010321-71-8 38
2 1.15-Pentadecanediol 244 C15H3202 014722-40-8 35
3 2-Pentenoic acid. 4-methvl-. met... 128 C7H1202 050652-78-3 22
4 Cyclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001839-88-9 22
5 5,7-Dimethyloctahydrocoumarin 182 C11H1802 1000109-81-5 14

Abundance Scan 1554 (12.819 min): BG027230.D (-1546) (-) m/z 55.00 100.00%

5000 141.1
160.1 2°|7-° 12.60 12.80 13.00 13.20
o NN . m/z 41.00 97.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7233: 2-Pentenoic acid, 4-methyl-
41.0 69.0
5000 1140 TT T T[T T T T[T T T T[T T T T [TT
99.0 12.60 12.80 13.00 13.20
m/z 68.95 82.15%
ol .“...,.”.%@9..“...,.”.,...w....,”..,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
82.0 12.60 12.80 13.00 13.20
5000 m/z 73.00 71.18%
31.0
97.0
124.0
ol il B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12321: 2-Pentenoic acid, 4-methyl-, methy! ester
41.0 12.60 12.80 13.00 13.20
m/z 95.00 59.05%
69.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Naphthalene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.22 2.10 ng 57320 Naphthalene-d8 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 90
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 90
3 l1l.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 90
4 Bicvclol4.4_.1Tundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 90
5 Benzocycloheptatriene 142 C11H10 000264-09-5 90
Abundance Scan 1622 (13.218 min): BG027230.D (-1613) (- m/z 142.00 100.00%
14p.0
5000 115.0
62.9 " 13.00 13.20 13.40 13.60
51.0 77.0 89.0 1030 126. 159.0
Obrrrrrrroa Bt i oo e o oot Ml 1900 T777141.00 0 99.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 USRS AR
115.0 13.00 13.20 13.40 13.60
m/z 114.95 40.30%
27.0 39.0 51.0 630 750 8901020“1270 I
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
142.0
13.00 13.20 13.40 13.60
5000 m/z 139.00 13.23%
115.0
270 390 510 0 890 105 127.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- R A Eamas
141.0 13.00 13.20 13.40 13.60
m/z 143.10 10.44%
5000 115.0
0 270 390 510 &7 750 890 1050 | 1270 | | | |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027230.D

Aca On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.75 2.19 ng 105323 Phenanthrene-d10 17.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2564 (18.753 min): BG027230.D (-2559) (-) m/z 73.00 100.00%

43.0 30
5000

18.40 18.60 18.80 19.00

0 m/z 60.00 83.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.40 18.60 18.80 19.00

83.0 -
J‘ 1570 1500 2130 2560 m/z 43.00 79.85%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R e
43.0 18.40 18.60 18.80 19.00
5000 129.0 m/z 57.00 61.20%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A B S L
43.0 |, 73.0 18.40 18.60 18.80 19.00
m/z 41.00 61.00%
5000 129.0

:

15.0
e e R ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060517\
Data File : BG027230.D

Acq On > 6 Jun 2017 2:27

Operator : SJ/MA

Sample : 13407-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.72 4.4 ng 69137 1 8.57 313319 20.0
Cyclohexane, 1,1,... 5.82 3.6 ng 56719 1 8.57 313319 20.0
Benzene, (1-methy... 7.07 7.8 ng 122931 1 8.57 313319 20.0
Benzene, propyl- 7.55 6.5 ng 100985 1 8.57 313319 20.0
Benzene, 1,2,4-tr... 7.96 14.5 ng 226869 1 8.57 313319 20.0
unknown8.10 8.10 110.6 ng 1732540 1 8.57 313319 20.0
unknown10.78 10.78 2.9 ng 78145 2 11.39 545285 20.0
unknownl12 .82 12.82 2.4 ng 65654 2 11.39 545285 20.0
Naphthalene, 1-me... 13.22 2.1 ng 57320 2 11.39 545285 20.0
n-Hexadecanoic acid 18.75 2.2 ng 105323 4 17.91 960080 20.0
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