LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\

Data File : BF081717.D

Aca On : 21 Sep 2015 16:38 Instrument :
Operator : UM/1Z BNA_F

Sample - G3717-02 ClientSampleld :
Misc - PZ-3-9-16-15
ALS Vial : 7 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-BF090115.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

1.201 7 10 12 rBV 2308061 2459443 100.00% 15.099%
1.281 15 17 27 rvVB2 11413 34775 1.41% 0.213%
rBv 45429 106812 4_.34% 0.656%
1.521 37 38 82 rvB 646451 2320611 94.36% 14.247%
4.413 289 291 309 rBV 70353 200909 8.17% 1.233%

abrwNPE
=
D
N
=
W
o
w
=
w
\]

6 5.304 367 369 390 rBV 182192 501688 20.40% 3.080%
7 7.590 567 569 573 rBvV 110880 256549 10.43% 1.575%
8 7.670 573 576 591 rVB 607556 1216770 49.47% 7.470%
9 8.162 615 619 626 rBB 148845 270607 11.00% 1.661%
10 8.482 643 647 659 rBB 649800 1112430 45.23% 6.829%

11 9.465 729 733 736 rBV 537332 952387 38.72% 5.847%
12 11.0583 869 872 890 rBB 183555 336510 13.68% 2.066%
13 13.705 1099 1104 1107 rBV 1000919 1772146 72.05% 10.880%
14 14.768 1195 1197 1207 rBB 22602 47860 1.95% 0.294%
15 15.191 1230 1234 1243 rBB 190914 353109 14.36% 2.168%

16 17.100 1397 1401 1412 rBV 591399 1104905 44.93% 6.783%
17 18.700 1537 1541 1548 rBV 188581 367520 14.94% 2.256%

18 19.786 1633 1636 1639 rBV 28501 50241 2.04% 0.308%
19 20.460 1691 1695 1706 rBV 50537 107867 4_.39% 0.662%
20 21.866 1816 1818 1826 rBV 33834 60700 2.47% 0.373%
21 21.980 1826 1828 1831 rBV 31410 45990 1.87% 0.282%

22 22.072 1832 1836 1839 rBV 1337295 1809953 73.59% 11.112%
23 22.883 1904 1907 1912 rBV2 109917 201621 8.20% 1.238%
24 23.318 1942 1945 1946 rBV 35090 52678 2.14% 0.323%
25 23.352 1946 1948 1951 rVB 222967 320360 13.03% 1.967%

26 24.781 2071 2073 2080 rVB 179264 224376 9.12% 1.377%

Sum of corrected areas: 16288817
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO81717.D
1{20
2000000
1500000
1000000
1.52 8.48
767 9.46
500000
5.30
1 4.41 7. 8.16
O I I e e e o I o e B L o o o LA B e e e e L B
Time--> 150 200 250 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BFO81717.D
2000000
1500000
1000000 L
17.10
500000
11.05 15.19 18.70
o 14.77
T o e o e L AL  a L  HL  a RA
Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BFO81717.D
2000000
1500000
22.07
1000000
500000
23.35
22 88 24.78
o 19.79 20.46 212848 N 23|82
— 4t e T T
Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

1.20 181.77 ng 2459440 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 10
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 10 (1.201 min): BF081717.D (-7) (-) m/z 73.10 100.00%
3
5000 43 -
87
a7l 61 67 | 1.20 1.30 1.40 1.50 1.60
SBENSESNNSSSMSBNSS 7T R S5 40 IS m/z 43.05 46.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 HUAR UL AR AR AR AR
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 34.46%
B T,
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 27 .00%
43
2 15 29 36 53 59 66 83
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4136: Boronic acid, ethyl-, dimethyl ester
7B 1.20 1.30 1.40 1.50 1.60
m/z 41.05 15.63%
5000 43
15
2 2329 37 || 49 57 67| 79 87 95 102
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Manganese(ll) acetate Concentration Rank 7

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

1.44 7.89 ng 106812 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Manaanese(ll) acetate 173 C4H6MN0O4 006156-78-1 50
2 Acetone 58 C3H60 000067-64-1 45
3 Formic acid. chloro-. (3.4.4-tri... 194 C7H11Cl104 107323-92-2 9
4 Hvdroaen azide 43 HN3 007782-79-8 4
5 Ethene, methoxy- 58 C3H60 000107-25-5 3

Abundance Scan 31 (1.441 min): BF081717.D (-30) (-) m/z 43.10 100.00%
43
5000
58 L N
35 120 1.40 1.60 1.80
N N — m/z 58.10 26.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #38254: Manganese(ll) acetate
43
5000 AL AL ISR N
120 1.40 1.60 1.80
15 58 m/z 42.10 7.04%
"'v"w"ﬁﬁ'?ﬁl'“'|'“'|“§?w"w§?”|'“'|”"v"w"'w"“l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
120 1.40 1.60 1.80
5000 m/z 39.10 4.28%
58
15
21 46
mmmwwmwmmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #52237: Formic acid, chloro-, (3,4,4-trimethyl-1,2-dioxeta... B R e
43 120 1.40 1.60 1.80
m/z 41.00 3.29%
5000
58
36, (|, 51 || | 77 93 100 121128 136
m/z--> 10 20 30 Jo 50 60 70 80 90 100 110 120 130 140 120 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.41 14.85 ng 200909 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 291 (4.413 min): BF081717.D (-289) (-) m/z 43.10 100.00%
43
5000
40 o 101 400 4.20 440 4.60 4.80
e A 88l "m/z 59.10 52.75%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 INSEBENARBL AN
4.00 4.20 4.40 4.60 4.80
m/z 58.10 13.41%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
59
400 4.20 440 4.60 4.80
5000 41 m/z 101.10 13.26%
31
69 87
15 53 98
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester T EREmas REREE R
43 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.81%
5000 57 /\Lm
29
101
RS S B "'h"'§?“ ""ﬁo""l"" |"'Z8|"' U 'J"' T INSEBENARBL RSN
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown7.67 Concentration Rank 3

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

7.67 89.93 ng 1216770 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10

Abundance Scan 576 (7.670 min): BF081717.D (-573) (-) m/z 132.10 100.00%
132
5000 68 /\\
el 7 e 9|6 104 740 7.60 7.80 8.00
..,....,....,...!,“.'.7" Bl e 87 LMl "m/z 68.10 50.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LN I UL L UL
7.40 7.60 7.80 8.00
70 m/z 66.05 35.37%

31 60
I S|
T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69

104 7.40 7.60 7.80 8.00

5000 m/z 134.10 31.24%
78
31 54 o1
wwmwwmq_wwnmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- T

132 7.40 7.60 7.80 8.00
m/z 69.10 20.80%

5000
63
15 28 3 %2 4 77 0 10 g )

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 780 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 9 Undecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.46 5.87 ng 107867 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 47
Abundance Scan 1695 (20.460 min): BF081717.D (-1691) (-) m/z 43.10 100.00%
4B 60
73
5000
\| TS . 129
115 171 213 20.20 20.40 20.60 20.80
el |....,.“...,...'.,....,...1?,7....,1??..,...'., m/z 60.00 93.07%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #46616: Undecanoic acid
60 73
41
5000 29 LN SN BN LN IR
129 2020 20.40 20.60 20.80
‘ 1m_n5 143 m/z 57.10 83.76%
o AL m e e
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60
73
41 i
20.20 20.40 20.60 20.80
5000 29 m/z 55.10 81.98%
129
87 101115 143, 172
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #65595: n-Capric acid isopropyl ester
43 20.20 20.40 20.60 20.80
m/z 41.10 81.79%
5000 27 60
73 102
129 155 173
...,....,....,....,?7..,..%%? a8 199 214
m/z--> 20 40 60 80 100 120 140 160 180 200 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.87 3.79 ng 60700 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47
Abundance Scan 1818 (21.866 min): BF081717.D (-1816) (-) m/z 43.05 100.00%
43
57 g
5000
“ T 19 21,60 21.80 22,00 22.20
115 185 : : : :
SRS -] 'l .“...',...-.,..|..1,4.3..,....,.-...,.... LS m/z 57.10 78.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75072: Tetradecanoic acid
60 78
43
5000 129
185 21.60 21.80 22.00 22.20
85 0
29 H 97 115 143 o171 - 298 m/z 60.10 76.73%
.?'.Sl.‘.‘..‘i‘ﬁ‘..Hl“‘.‘l‘.‘.|”.‘..‘2‘H|‘..“l“l| L, |‘....‘|..‘..|....‘.2.1.1.|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 21,60 21.80 22,00 22.20
5000 m/z 73.00 72.28%
129
29 85 115 171 214
98 185
17 152 197
m/z--> ﬁo Jo éo 85 160 150 150 1é0 1éo 200 250 250
Abundance #46617: Undecanoic acid A mamE vsh
60 78 21.60 21.80 22.00 22.20
43 m/z 55.10 71.12%
5000 29
1294
97 115 186
e M JM AT NJ,, L,}?Z}§9,Ij,,, N aVA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2160 2180 2200 2220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.98 2.87 ng 45990 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Cvclohexanol .2-amino-.trans- 115 C6H13NO 006982-39-4 38
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 37
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 37
Abundance Scan 1828 (21.980 min): BF081717.D (-1826) (-) m/z 56.10 100.00%
56
5000 41
129 21.60 21.80 22.00 22.20 22.40
- !'..".|.,'.'...-,....,..'..,.... g 2Rt m/Zz 57.10 57.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4
73 21.60 21.80 22.00 22.20 22.40
m/z 41.10 45 .19%
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 2éo 360 '
Abundance
56
21'60 21.80 22.00 22.20 22.40
5000 a1 m/z 43.10 44 .24%
& 129 257
26 101 157 185 213 23 283 312
THTWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7628: Cyclohexanol,2-amino-,trans- R e R Ran !
56 21.60 21.80 22.00 22.20 22.40
m/z 55.10 34.24Y%
5000
4 72 115
I'”WE'HJ”I”E?'”P”'P”"“W'”W”'W”'W“”I”“I””P'”I A BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.60 21.80 22. 00 22. 20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081717.D

Aca On : 21 Sep 2015 16:38

Operator : UM/I1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 12 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.88 12.59 ng 201621 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 95
2 Benzeneethanamine. 2-fluoro-4-hy... 171 C8H10FNO2 1000116-43-3 59
3 1.3.5-Triazine-2.4.6(1H.3H.5H)-t... 171 C6H9N303 000827-16-7 43
4 2.5-Difluorophenvl isothiocvanate 171 C7H3F2NS 206559-57-1 43
5 Pyrimidin-4(3H)-one, 6-amino-3-m... 171 C6HIN30S 102363-06-4 33

Abundance Scan 1907 (22.883 min): BF081717.D (-1904) (-) m/z 171.10 100.00%
171
5000
a4 83
56 1 ‘ 128 | 22.60 22.80 23.00 23.20
112 : : : :
....~,"-.|. -'| ."|.. L M2 fdess | 252 m/z 83.10 29.92%
m/z-> 20 40 80 100 120 140 160 180 200 220 240
Abundance #89317.1;35 Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171
5000 IR AR AR
22.60 22.80 23.00 23.20
7183 128 m/z 44.10 21.89%
5 7 %115 140155 | 209 237 252
miz-> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
171
11 | 22.60 22.80 23.00 23.20
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#36949: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-trime..
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092115\
Data File : BF081717.D

Acq On : 21 Sep 2015 16:38

Operator : UM/1Z

Sample : G3717-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 1.20 181.8 ng 2459440 1 8.16 270607 20.0
Manganese(ll) ace... 1.44 7.9 ng 106812 1 8.16 270607 20.0
2-Pentanone, 4-hy... 4.41 14.9 ng 200909 1 8.16 270607 20.0
unknown7 .67 7.67 89.9 ng 1216770 1 8.16 270607 20.0
Undecanoic acid 20.46 5.9 ng 107867 4 18.70 367520 20.0
Tetradecanoic acid 21.87 3.8 ng 60700 5 23.35 320360 20.0
Hexadecanoic acid... 21.98 2.9 ng 45990 5 23.35 320360 20.0
1,3,5-Triazine-2,... 22.88 12.6 ng 201621 5 23.35 320360 20.0
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