LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 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-BG042115.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 2.725 3 6 15 rVB 225569 385780 10.94% 2.131%
2 2.801 15 19 32 rvB 293712 409605 11.61% 2.262%
3 4.752 344 351 358 rBV 40187 61630 1.75% 0.340%
4 5.228 426 432 443 rBV 451977 646191 18.32% 3.569%
5 6.826 697 704 719 rBV 294017 467772 13.26% 2.584%
6 7.173 756 763 771 rBV 850110 1306538 37.04% 7.216%
7 7.637 836 842 848 rBV 204453 319658 9.06% 1.766%
8 7.760 857 863 868 rBV 26591 40869 1.16% 0.226%
9 7.954 889 896 902 rBV 744742 1149601 32.59% 6.350%
10 8.007 902 905 909 rVB 26499 35691 1.01% 0.197%
11 8.794 1032 1039 1046 rBV 588108 949714 26.92% 5.246%
12 9.822 1203 1214 1225 rBV5 24794 60966 1.73% 0.337%
13 10.422 1304 1316 1322 rBvV 297900 521365 14.78% 2.880%
14 10.827 1381 1385 1393 rVB 26824 42609 1.21% 0.235%
15 11.321 1464 1469 1478 rVB6 19825 47422 1.34% 0.262%
16 11.750 1531 1542 1551 rBvV2 18352 57004 1.62% 0.315%
17 12.801 1717 1721 1730 rVB7 20638 48766 1.38% 0.269%
18 12.901 1730 1738 1743 rBV 1558117 2347093 66.54% 12.964%
19 12.942 1743 1745 1751 rVB2 39357 50030 1.42% 0.276%
20 13.741 1877 1881 1885 rBV 26027 38653 1.10% 0.213%

21 14.282 1967 1973 1980 rVB2 439603 677423 19.21% 3.742%
22 15.639 2199 2204 2210 rBV 59162 85801 2.43% 0.474%
23 15.774 2220 2227 2238 rBV 1087902 1547974 43.89%% 8.550%
24 17.020 2434 2439 2444 rBV2 605168 829731 23.52% 4 ._.583%
25 17.925 2590 2593 2603 rBV2 74694 139418 3.95% 0.770%

26 19.211 2809 2812 2818 rBV6 35814 61641 1.75% 0.340%
27 19.652 2882 2887 2898 rBV 2868633 3527312 100.00% 19.482%
28 20.915 3099 3102 3111 rBV 144238 202127 5.73% 1.116%
29 21.121 3134 3137 3141 rVB 33430 37016 1.05% 0.204%
30 21.203 3146 3151 3162 rVV 794842 1011127 28.67% 5.585%

31 23.424 3522 3529 3539 rVB 531718 998596 28.31% 5.516%

Sum of corrected areas: 18105123
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG042115\
BG016608.D

22 Apr 2015 7:24

TP/1Z

G1928-01

28 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG016608.D

7.17

5.23

2,80 6.83 10.42

7.64
4.75 A |7.768.01 9.82 ]Llo.83 11.32

0
Time-->

IIIIIIIIIIIIIIIIIInIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

1
300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

2500000

2000000

1500000

1000000

500000

14.28 ﬁ
11.75 121094 13.74 15. 1792 021 ||

TIC: BG016608.D
19.65

12.90

15.77

17.02

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG016608.D

21.20
23.42

20.92
21.12

0
Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.80 25.63 ng 409605 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.801 min): BG016608.D (-15) (-) m/z 73.10 100.00%
3
5000
43 55 87
2.80 2.90 3.00 3.10 3.20
o..,....,...3.3,':.'..5,0..|..,..??,'.:.7.8,....,....,...., m/z 43.10 26.44%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 24.38%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 19.33%
45
29
o 39 50 29 67 101
mz-> 20 30 40 50 60 70 8 9 100
Abundance #1968: Silane, tetramethyl-
7B 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.18%
5000
45
0 29 37 || 53 59 65 [, 80 88
m/z--> 20 30 40 50 60 70 80 9 100 ' 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 unknown4.75 Concentration Rank 6

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

4.75 3.86 ng 61630 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
4 2-Nonanone. 9-hvdroxyv- 158 C9H1802 025368-56-3 23
5 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 17

Abundance Scan 351 (4.752 min): BG016608.D (-344) (-) m/z 43.10 100.00%
ile]
59
5000
101
83 4.40 4.60 4.80 5.00
0...,....,....,....','.':..‘?.1.-.'-.|,....,7.?..,.-...,...!,....,....,....,...., m/z 59.10 63.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 101 440 460 480 500
28 59 m/z 101.10 32.27%
15 ‘ ‘ 70 84
0"w'”'w'KWH'Wh“'ﬁ%“i“'w””'ww“l”'w‘“w'”'w'”l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
440 460 480 500
5000 59 m/z 58.10 19.63%
31 101
ol 83 03
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13836: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43 4.40 4.60 4.80 5.00
m/z 41.10 9.54Y%
5000
101
31 58
ool 1], 50 ;) 65 73 80 87 117 130
m/z--> 15 25 35 Jo §o éo fo 85 95 160 110 150 150 ' 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 unknown7.17 Concentration Rank 1

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

7.17 81.75 ng 1306540 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 763 (7.173 min): BG016608.D (-756) (-) m/z 132.00 100.00%
5000
68
96 L0 700 750 7u0 76
40 54 6.80 7.00 7.20 7.40 7.60
o f & | Wpeus | m/z 68.10 35.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R A R L
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 32.69%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.79%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B e R e A
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.76%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, 9 L | U
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 unknown7.76 Concentration Rank 8

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

7.76 2.56 ng 40869 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfamic acid 97 H3NO3S 005329-14-6 40
2 Ethene. 1-chloro-2-fluoro- 80 C2H2CIF 000460-16-2 39
3 1-Methvlbicvclol2.2.1Thept-5-ene... 264 C15H2004 1000210-18-6 39
4 Pvridazine 80 C4H4N2 000289-80-5 9
5 Bicyclo[2.2.2]octanone 124 C8H120 002716-23-6 9

Abundance Scan 863 (7.760 min): BG016608.D (-857) (-) m/z 80.00 100.00%
8o
5000
64
43 | HI)O 171 169 740 7.60 7.80 8.00
Ol Wil by | M/Z 69.00 59.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2955: Sulfamic acid
80
5000
48 64 7.40 7.60 7.80 8.00
m/z 64.00 29.03%
32 97
OW'N'P'”I”"m”'P'”I”'W'”'"” SRABSSESS SESE SRS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
80
45 LB N LR R
7.40 7.60 7.80 8.00
5000 m/z 55.10 16.86%
26 61
O T T o R e S
m/z--> 26 45 65 85 160 150 150 160 180 200 220 250 2éo
Abundance #96699: 1-MethyIbicyclo[2.2.1]hept-5-ene-2-carboxylic acid...
80 7.40 7.60 7.80 8.00
m/z 131.00 15.61%
5000
55
0 fl S 93107 135 157 185 264
m/z--> 2'0 4'0 6|O 80 1(')0 12'0 14'10 1('30 180 200 220 24'10 2('30 7.210 7.530 7.|8O 8.60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 Benzene, 2-propenyl- Concentration Rank 11

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

8.01 2.23 ng 35691 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 83
2 Indane 118 C9H10 000496-11-7 64
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 59
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 53

Abundance Scan 906 (8.013 min): BG016608.D (-902) (-) m/z 117.10 100.00%
147
5000 A/\
o 505 e 7 9 103 7.60 7.80 8.00 820 8.40
- e e e e e e e e e m/z 118.00 47 .31%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8679: Benzene, 2-propenyl-

=

5000

7.I60 7.80 8.00 8.20 8.40
m/z 115.05  20.02%

04
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
R S R e
7.60 7.80 8.00 8.20 8.40
5000 m/z 57.40 11.41%
91
15 27 39 51 6 77 103110

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8687: Benzene, cyclopropyl-

7 7.60 7.80 8.00 8.20 8.40
m/z 91.00 10.82%

5000

27 39 51558 65 77

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 8 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10

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

9.82 2.34 ng 60966 Naphthalene-d8 10.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 81
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 81
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 72
4 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 64
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 64

Abundance Scan 1214 (9.822 min): BG016608.D (-1203) (-) m/z 117.10 100.00%
117
5000
132
41 95 g 8301 RERERAEAE SUAAS
| || | || | | 1°P|hl I| 145 154 9.40 9.60 9.80 10.00 10.20
Obrr bttt bl Ly Tm/z 132.100 31.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132 T T T [T T T
9.40 9.60 9.80 10.00 10.20
m/z 115.10 25.89%
27 3 51 e g O ‘
0'W”LI””L'”ﬂh'NLW'JH”'J””I””P'HP”vN”W'”W”'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
9.40 9.60 9.80 10.00 10.20
5000 13 m/z 131.10 21.96%
27 39 51 65 77 91 103
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13568: 3-Phenylbut-1-ene
117 9.40 9.60 9.80 10.00 10.20
m/z 55.10 20.86%
5000
91 132
27 39 51 g5 77 105
0'WHL|““L'“m“'ﬁmw'Jh“'ﬁ““lM“v'Hw““H”w'HWH'WH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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

o

Peak Number 9 unknownll.75 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.19 ng 57004 Naphthalene-d8 10.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 38
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 2-(3.4-Dibromo-4-methvlcvclohexy... 312 C10H18Br20 110202-13-6 23
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 12
5 3-Nitrobenzylamine 152 C7H8N202 007409-18-9 9
Abundance Scan 1542 (11.750 min): BG016608.D (-1531) (-) m/z 59.10 100.00%
59
5000 77 105 /\N
133 A UL SUNLSR SN
¥ | | 148 11.40 11.60 11.80 12.00
e b bttt A e e || M/ 105.00 36 48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000

75 105 11.40 11.60 11.80 12.00
m/z 77.10 35.65%

43
0 e 121 149165180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
11.40 11.60 11.80 12.00
5000 m/z 106.10 24 .26%
43

83 98 123 141 159

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123503: 2-(3,4-Dibromo-4-methylcyclohexyl)propan-2-ol L
59 11.40 11.60 11.80 12.00
m/z 78.10 17.01%
95
5000
43
L2 L P 121135153 a7a 217 299
L R i A e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 10 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.53 ng 85801 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 78
3 Vinvl benzoate 148 C9H802 000769-78-8 46
4 Pentanediamide. N.N"-di-benzovloxy- 370 C19H18N206 1000253-26-3 43
5 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
Abundance Scan 2204 (15.639 min): BG016608.D (-2199) (-) m/z 105.10 100.00%

105
77
5000 182

51 IIIIIIIIIIIIIIIIIII
152 15.40 15.60 15.80 16.00

o...,....,..'l..,...-!-,.?.l., L ey || M/Z 77.05 54.07%

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

Abundance #44105: Benzophenone
105
i

5000 182 LI L L L L L L L L

15.40 15.60 15. 80 16. OO

o1 m/z 182.10 45.01%
0 21 L 91 | 126 152 I
e AR ER SRR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
77 IIIIIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00
5000 m/z 51.05 17.02%
182
51
28 122
91 152167 | 197 272

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22220: Vinyl benzoate

15.40 15.60 15.80 16.00
m/z 106.10 8.35%

5000

51
130 148

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 11 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.92 3.36 ng 139418 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 2592 (17.919 min): BG016608.D (-2590) (-) m/z 73.10 100.00%
73
43 80
5000 129
97 115 157 213 256 e i s
| 143 | 171185199 234 17.60 17.80 18.00 18.20
Y- m/z 60.05 82.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 17.60 17.80 18.00 18.20
. 213 m/z 55.10 78.43%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.|60 17.|80 18.|00 18.|20 '
5000 29 m/z 43.10 76.60%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid e e o e et
60 73 ﬂmﬂmmmmm
43 m/z 41.10 58.16%
5000 129
29 ; 185 228
9 115 | 143,.5171
0 ,“ Al ..,T...,....“...,..}??.......%9??}? wu.,....,.. NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1760 1780 1800 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016608.D

Aca On : 22 Apr 2015 7:24

Operator : TP/1Z

Sample : 61928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 12 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20,92 4.00ng 202127  Chrysene-di2 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Eicosene. (E- 280 C20H40 074685-30-6 91

2 Cvclohexadecane 224 C16H32

000295-65-8 91

3 3-Eicosene. (B)- 280 C20H40 074685-33-9 90
4 1-Heptadecanol 256 C17H360 001454-85-9 83
5 1-Docosene 308 C22H44 001599-67-3 76
Abundance Scan 3103 (20.921 min): BG016608.D (-3099) (-) m/z 83.10 100.00%
57
5000 K
R R s e AR
165182 207 238 308 20.60 20.80 21.00 21.20
o 290,281 08327 3% "m/z 97.10 96.84%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LA L L L L L B LB LB |
20.60 20.80 21.00 21.20
29 111 m/z 57.10 92 .49%
Ly | | 13 167 106 223 252 280
m/z--> 5|0 1CI)O 15|O 2CI)O 25|O 3CI)O 350
Abundance
55 g3
20.60 20.80 21.00 21.20
5000 m/z 55.10 85.20%
29 111
139 167 106 224
[ F e e e e e e e e e e B B B AL [ e e e e e e S e e e e e
m/z--> 5|0 1CI)O 15|O 2CI)O 25|O 3CI)O 350
Abundance #106400: 3-Eicosene, (E)- R e A EEmEEmme e
7 20.60 20.80 21.00 21.20
83 m/z 69.10 84.67%
5000
29 111
o ‘ J’ | ‘{ | 139 167 106 224 252 280
m/z--> 50 1CI)O 15|O 2CI)O 25|O 3CI)O 35|O 20.|60 20.I80 21.|00 21.|20 I
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042115\
Data File : BG016608.D

Acq On 22 Apr 2015 7:24

Operator : TP/1Z

Sample - G1928-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042115_.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... 2.80 25.6 ng 409605 1 7.64 319658 20.0
unknown4 .75 4.75 3.9 ng 61630 1 7.64 319658 20.0
unknown7 .17 7.17 81.8 ng 1306540 1 7.64 319658 20.0
unknown7 .76 7.76 2.6 ng 40869 1 7.64 319658 20.0
Benzene, 2-propenyl- 8.01 2.2 ng 35691 1 7.64 319658 20.0
1H-Indene, 2,3-di... 9.82 2.3 ng 60966 2 10.42 521365 20.0
unknownll1l.75 11.75 2.2 ng 57004 2 10.42 521365 20.0
Benzophenone 15.64 2.5 ng 85801 3 14.28 677423 20.0
n-Hexadecanoic acid 17.92 3.4 ng 139418 4 17.02 829731 20.0
5-Eicosene, (E)- 20.92 4.0 ng 202127 5 21.20 1011130 20.0
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