LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BMO10011.D
Aca On : 12 May 2017 07:05 Instrument :
Operator : SJ/MA gyAﬁg el

- - lentosampleld :
3?22'6 : 13079-09 SS043MW009-170509
ALS Vial : 26 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 M\METHODS\8270-BM051117.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 5.351 376 385 394 rBV 641270 1071750 2.80% 1.330%
2 6.969 652 660 677 rVB2 345664 867238 2.26% 1.076%
3 7.140 683 689 694 rBV 263388 394215 1.03% 0.489%
4 7.298 709 716 728 rVB 1241472 2225305 5.80% 2.761%
5 7.645 766 775 784 rVB 701011 1172625 3.06% 1.455%
6 7.763 789 795 796 rBV 295029 436593 1.14% 0.542%
7 7.798 796 801 808 rVV 2641857 4215050 10.99% 5.229%
8 8.134 842 858 863 rBY 20212182 38342533 100.00% 47.567%
9 8.410 895 905 917 rVB2 589775 1085969 2.83% 1.347%
10 8.863 971 982 987 rVV8 183560 556071 1.45% 0.690%

11 8.934 987 994 1000 rvB2 1388320 2623939 6.84% 3.255%
12 9.086 1014 1020 1024 rBV 229223 400185 1.04% 0.496%
13 9.204 1033 1040 1042 rBvV 544034 915262 2.39% 1.135%
14 9.228 1042 1044 1053 rVB 541946 774898 2.02% 0.961%
15 9.381 1064 1070 1084 rBV5 250624 586516 1.53% 0.728%

16 9.598 1103 1107 1115 rVB 353584 604477 1.58% 0.750%
17 9.998 1170 1175 1182 rVB2 397394 661724 1.73% 0.821%
18 10.257 1209 1219 1226 rBV3 217056 579258 1.51% 0.719%
19 10.333 1226 1232 1243 rVB 528899 1011683 2.64% 1.255%
20 10.557 1258 1270 1276 rBV 388644 808252 2.11% 1.003%

21 10.875 1310 1324 1332 rBV 100994 425466 1.11% 0.528%
22 12.169 1530 1544 1550 rBV6 194682 571502 1.49% 0.709%
23 13.027 1683 1690 1696 rBV 2688093 3840909 10.02% 4_765%
24 13.451 1756 1762 1773 rVB 366704 703085 1.83% 0.872%
25 14.416 1920 1926 1931 rBV2 625530 967598 2.52% 1.200%

26 15.915 2175 2181 2190 rVB 2651631 3920724 10.23% 4._.864%
27 16.151 2217 2221 2231 rVB2 347074 600819 1.57% 0.745%
28 17.168 2389 2394 2401 rBV 859230 1277472 3.33% 1.585%
29 18.056 2541 2545 2551 rBV2 323544 407125 1.06% 0.505%
30 19.333 2758 2762 2771 rBV 326487 476454 1.24% 0.591%

31 19.798 2835 2841 2846 rBV 4931285 5698375 14.86% 7.069%

32 21.356 3102 3106 3113 rBV 1040161 1326852 3.46% 1.646%
33 23.650 3491 3496 3504 rVB2 533594 1057664 2.76% 1.312%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 80607588
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

ﬁ?gg le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM010011.D
2e+07 8(13

1.5e+07

le+07

5000000

7.80

7.30 8.93
ords” 76ds || 59 simamenen 00 sa0 e

A e e e R e o

T T I
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM010011.D
2e+07

1.5e+07

le+07

19.80
5000000

13.03 15.92

17.17
12.17 13.45 14.42 16.15 i 18.06 19.33

Time--> 12.00 12,50 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

Abundance TIC: BM010011.D
2e+07

1.5e+07

le+07

5000000

21.36 23.65
N

T T T e T T T e e T e e e e e e e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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 M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 Benzene, l-ethyl-2-methyl- Concentration Rank 8

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

7.14 18.06 ng 394215 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 689 (7.140 min): BM010011.D (-683) (- m/z 105.05 100.00%
10%5.1
5000
120.1
390 510 651 77|'° 91|'1 6.80 7.00 7.20 7.40
ek i bt bl e m/Zz 120.10  28.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9132: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.80 7.00 7.20 7.40
770 910 1200 m/z  77.05  14.62%
150 270 %0 S0 %0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 14 _.37%
120.0
77.0
150 27.0 39.0 51.0 65.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0 6.80 7.00 7.20 7.40
m/z 79.05 11.90%
120.0
5000
270 390 510 g5 /70 910
I L m Ll I . il
m/z--> 0 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 M\DATA\BM051117\
Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

Sample : 13079-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown7.30 Concentration Rank 1

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

7.30 101.94 ng 2225310 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14

Abundance Scan 716 (7.298 min): BM010011.D (-709) (-) m/z 132.00 100.00%
13%.
68.1
5000
4°|-1 54.0 ‘ | a0 96|-1 o 700 7.20 7.40 7.60
rerprereprre el bl 849 3091 W "m/z 68.10 62.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0 Th0 720 740 760
m/z 66.05 45 _.29%
44.0 N | 103.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56.0 132.0
700 7.20 740 7.60
5000 m/z 134.00 30.12%
150 270 420 76.0 91.0
Wﬁmmrﬁwmmwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132.0 700 7.20 7.40 7.60
m/z 69.05 26.97%
5000
33.0 44.0 00 105.0
”'I”"P"W"“I'“'Iﬁqﬂ"”l:“llﬁqﬂ"il'ihl“"P'”I‘”' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 2-Cyclopenten-1-one, 2,3,4-... Concentration Rank 2

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

8.41 49.75 ng 1085970 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2.3.4-trime... 124 C8H120 028790-86-5 87
2 2.4-Hexadiene. 2-methvl- 96 C7H12 028823-41-8 60
3 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 55
4 2-Cvclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 55
5 Cyclopent-2-ene-1-one, 2,3,4-tri... 124 C8H120 083321-16-8 49

Abundance Scan 905 (8.410 min): BMOlOOllD(895)() m/z 109.10 100.00%
a1 81. 109.1
56.1 124.1
5000 671
96.1 A s
||| ||| || 8.00 820 8.40 860 8.80
SV 1RO F PR L O X OO 8RR m/z 81.10 92.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10233: 2-Cyclopenten-1-one, 2,3,4-trimethyl-
109.0 124.0
81.0
5000 RS LRSS AR R f*T#X
800 820 840 8.60 8.80
410 530 470 96.0 m/z 41.10 79.40%
"P"W"”H'”'IMM'P'JW"”“'”'I”l'P"d"”l'“'I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
81.0
8.00 820 8.40 860 8.80
5000 410 96.0 m/z 42.10 68.77%
27.0 80 670
URJURIMRIN LIRS SRR IULELILS UL UL IR SURIL B NI R B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10231: 2-Cyclopenten-1-one, 3,4,5-trimethyl-
109.0 8.00 820 8.40 860 8.80
m/z 113.10 62.07%
5000 810
124.0
410 560 670 || 910 |
m/z--> 20 30 Jo 50 60 75 80 90 100 110 120 130 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 unknown8.86 Concentration Rank 3

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

8.86 25.47 ng 556071 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha...alpha.... 136 C9H120 000617-94-7 38
2 Benzene. (1.2-dimethoxvethvl)- 166 C10H1402 004013-37-0 35
3 Benzeneacetic acid. .alpha.-hvdr... 166 C9H1003 000515-30-0 25
4 Benzenamine. 3.4-dimethvl- 121 C8H11N 000095-64-7 22
5 (R)-(-)-.alpha.-Methoxyphenylace... 166 C9H1003 003966-32-3 22

Abundance Scan 981 (8.857 min): BM010011.D (-971) (-) m/z 43.10 100.00%
43.1
121.1
5000

77.0 91.0

8.60 8.80 9.00 9.20
m/z 121.10 62.26%

6.0
||||| |||I Il

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

105.1

Abundance #15946: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43.0
5000 TTT T[T T T rrr oot
121.0 8.60 8.80 9.00 9.20
m/z 119.10 59.53%
270 | | 59.0 M 910 1050 | 136.0
T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
121.0
8.60 8.80 9.00 9.20
5000 m/z 77.00 26.30%
77.0
91.0
150 200 510 49 105.0 1350 152.0 166.0
WWWWWWTWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #33843: Benzeneacetic acid, .alpha.-hydroxy-.alpha.-methyl-
43.0 121.0 8.60 8.80 9.00 9.20
m/z 91.05 20.53%
5000
77.0
15.0 28.0 | 63.0 ‘9Hﬂ%0 | 135.0148.0 166.0
T [ e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .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 2H-Azepin-2-one, hexahydro-... Concentration Rank 7

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

9.09 18.33 ng 400185 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Azepin-2-one. hexahvdro-3-met... 127 C7H13NO 002073-32-7 58
2 2H-Azepin-2-one. hexahvdro-4-met... 127 C7H13NO 003623-05-0 43
3 2H-Azepin-2-one. hexahvdro-1-met... 127 C7H13NO 002556-73-2 38
4 4.4-Dimethvlazetidin-2-one 99 C5H9NO 004879-95-2 22
5 2H-Pyran-2-one, tetrahydro-3,6-d... 128 C7H1202 003720-22-7 22

Abundance Scan 1021 (9.092 min): BM010011.D (-1014) (-) m/z 44.10 100.00%
41 561
127.1
5000 69.1
112.0
|| s20 %2 | 1400 880 9.00 9.20 9.40
S e P o N RO PR . CIOSNNS () oy 2=y o S Y N .17
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11484: 2H-Azepin-2-one, hexahydro-3-methyl-
30.0 42.0 56.0 127.0
98.0
5000 69.0
112.0 8.80 9.00 9.20 9.40
84.0 m/z 56.10 82 .53%
o | W b
'W'MW'J"”'l”'JlN'”l#”'MJ'P““P”'P”'PJlP”'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30.0
430 69.0 8.80 9.00 9.20 9.40
5000 "~ 56.0 127.0 m/z 127.10  74.79%
98.0
15.0 830 112.0
Wmmwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11483: 2H-Azepin-2-one, hexahydro-1-methyl-
44.0 8.80 9.00 9.20 9.40
m/z 55.05 61.55%
5000 127.0
m/z--> 16 ﬁo §o 40 55 éo fo 80 95 160 110 120 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 6-Azacytosine Concentration Rank 5

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

9.20 22.65 ng 915262 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Azacvtosine 112 C3H4N40 000931-85-1 59
2 1-Propvl-4-piperidone 141 C8H15NO 023133-37-1 50
3 2-Cvclopenten-1-one. 2-hvdroxy-3... 112 C6H802 000080-71-7 47
4 1-Ethvl-4-piperidone 127 C7H13NO 003612-18-8 43
5 Piperidine, 1l-ethyl-2-methyl- 127 C8H17N 000766-52-9 43

Abundance Scan 1039 (9.198 min): BM010011.D (-1033) (-) m/z 112.10 100.00%
11p.1
42.1
5000
55.0
84.0 127.1 8.80 9.00 9.20 9.40 9.60
69.1
...,....,....,....|,|....,.-:I-!,....",....,:.'..,..9.55,0....,'...,..:'.,'....,1.‘.‘?:?.. m/z 42.10 57.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6035: 6-Azacytosine
112.0
5000
42.0 8.80 9.00 9.20 9.40 9.60
28.0 560 690 84.0 m/z 55.05 34.80%
140 ‘\‘ 960
mz-> 10 20 30 40 s'o 60 7'0 80 90 100 110 120 130 140 150
Abundance
112.0
880 9.00 9.20 9.40 9.60
5000 42.0 m/z 56.10 21.72%
150 28.0 560 700 840 ggq 1260 141.0
mmwmmmrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6255: 2-Cyclopenten-1-one, 2-hydroxy-3-methyl-
112.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 18.50%
5000
41.0 550 69.0
'”P'”P”'P”W”'W“”P”'P”W”'W???””I”'P“"”W””I” ISR SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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-Ethyl-4-piperidone Concentration Rank 6

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

9.23 19.17 ng 774898 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-piperidone 127 C7H13NO 003612-18-8 64
2 1.4-Cvclohexanedione 112 C6H802 000637-88-7 50
3 Uracil 112 C4H4N202 000066-22-8 50
4 1.2-Cvclopentanedione. 3-methvl- 112 C6H802 000765-70-8 40
5 Azocine, octahydro-l-nitroso- 142 C7H14N20 020917-49-1 39

Abundance Scan 1044 (9.228 min): BM010011.D (-1042) (-) m/z 112.10 100.00%
1121
5000 42.1
84.1
1 148.0 8.80 9.00 9.20 9.40 9.60
,.."..,I..:,..'.,.-'..~.,.:..,....,....,29‘?'.9. m/z 42.10 49.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11435: 1-Ethyl-4-piperidone
112.0
42.0
5000
8.80 9.00 9.20 9.40 9.60
84.0 m/z 55.10 36.08%
26"‘ 1l 5\&0 ! | 12%0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28.0 112.0
56.0 SRR SRR S
8.80 9.00 9.20 9.40 9.60
5000 m/z 84.10 22.61%
120 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6053: Uracil
69.0 112.0 8.80 9.00 9.20 9.40 9.60
m/z 39.10 19.47%
42.0
5000
”"Iw"l”"l”"l”gq?”' NI DAL UL SN SN SRR SRR S
m/z--> 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 unknown9.38 Concentration Rank 12

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

9.38 14.51 ng 586516 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Piperidinone. l-ethvl- 127 C7H13NO 043152-93-8 49
2 Piperidine. 1.2-dimethvl- 113 C7H15N 000671-36-3 46
3 1.3-Cvclopentanedione 98 C5H602 003859-41-4 43
4 Aziridine. 2-isopropvl-1.3-dimet... 113 C7H15N 000931-30-6 38
5 1-Methyl-2-pyrrolidineethanol 129 C7H15NO 067004-64-2 35

Abundance Scan 1070 (9.381 min): BM010011.D (-1064) (-) m/z 84.05 100.00%
42.0 84.0
127.1
5000 1121
5.1 9.00 9.20 9.40 9.60 9.80
e W0 o 05 92, 60%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11448: 3-Piperidinone, 1-ethyl-
84.0
5000 43.0
197.0 9.00 9.20 9.40 9.60 9.80
' m/z 98.10 90.63%
|""|'”'|§§b'|”9%9'"|”"|"”|""w"'|"”
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
98.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 55.10 81.41%
42.0 57.0 113.0
I'”'I"'W'?%QI”"I"”I"'W""I”"I"”I"”
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3040: 1,3-Cyclopentanedione e e aRaa s B e e
98.0 9.00 9.20 9.40 9.60 9.80
m/z 41.10 61.43%
42.0
5000
69.0
I”'I"”I"'W"'W""P"'P'"I”"I'”'I'”' NSRS SR
m/z--> 20 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 Uracil Concentration Rank 10

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

9.60 14.96 ng 604477 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Uracil 112 C4H4N202 000066-22-8 50
2 Triethvlenediamine 112 C6H12N2 000280-57-9 36
3 5-Hvdantoinacetic acid 158 C5H6N204 005427-26-9 33
4 5-Azacvtosine 112 C3H4N40 000931-86-2 32
5 3-Buten-2-amine, N,N-diethyl- 127 C8H17N 037969-64-5 32

Abundance Scan 1107 (9.598 min): BM010011.D (-1103) (-) m/z 112.10 100.00%
1121
42.1 551
5000
A S R
127.1
69.0 g40 9.20 9.40 9.60 9.80 10.00
97.0 1480 m/z 55.10 55.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6051: Uracil
112.0
69.0
5000 42.0 AR RN AR B
28.0 9.20 9.40 %ogmjnm
m/z 42.10 53.68%
140 | |, s60 | 94.0
m/z--> 15 ﬁo 35 45 §0 eb fo 85 do 100 110 150 130 150 1%0 1éo
Abundance
42.0 55.0 112.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 58.10 21.80%
28.0 70.0 84.0
15.0 97.0
wmwwmmmﬂvmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28415: 5-Hydantoinacetic acid
60.0 112.0 9.20 9.40 9.60 9.80 10.00
m/z 41.10 13.47%
5000 42.0
W o | 1580
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 100 110 150 130 14'10 1&1,0 1('30 920 9'40 960 980 10 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 5-Methyl-1,3-cyclohexanedione Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.00 16.37 ng 661724 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-MethvlI-1.3-cvclohexanedione 126 C7H1002 004341-24-6 50
2 (RY-(+)-3-Methvlcvclopentanone 98 C6H100 006672-30-6 47
3 4.6-Dihvdroxv-2-methvilpvrimidine 126 C5H6N202 040497-30-1 43
4 3H-Pvrazol-3-one. 1.2-dihvdro-1.... 126 C6H10N20 003201-26-1 38
5 4(1H)-Pyrimidinone, 2,6-diamino- 126 C4H6N40 000056-06-4 37

Abundance Scan 1175 (9.998 min): BM010011.D (-1170) (-) m/z 126.10 100.00%
69.0 126.1
5000 421
56.1
9.1 141.1
I I | 83.0 | 110.1 9.60 9.80 10.00 10.20 10.40
SRS ) PR S| N S S o 3 SN | P m/z 69.05 99.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10803: 5-Methyl-1,3-cyclohexanedione
69.0
42.0
56.0
5000 98.0
126.0 9.60 9.80 10.00 10.20 10.40
27.0 84.0 m/z 42.10 49.26%
0 | | 111.0
mz> 10 20 30 40 50 60 70 80 90 100 110 130 130 140 150
Abundance
69.0
42.0 55.0 98.0 9.60 9.80 10.00 10.20 10.40
5000 m/z 56.10 35.98%
28.0
15.0 83.0
WWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10696: 4,6-Dihydroxy-2-methylpyrimidine
126.0 9.60 9.80 10.00 10.20 10.40
420 m/z 55.10 32.42%
85.0
5000 98.0
28.0 69.0
570
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 1H-Imidazole, 2-ethyl-4,5-d... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.26 14.33 ng 579258 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole. 2-ethvl-4.5-dihvdr... 112 C6H12N2 000931-35-1 52
2 Cvclohexanone. 3-methvl- 112 C7H120 000591-24-2 47
3 2-Hexene. 2.5-dimethvl- 112 C8H16 003404-78-2 43
4 1.4-Cvclohexanedione 112 C6H802 000637-88-7 30
5 2,5-Dimethyl-3-hexene 112 C8H16 1000118-16-2 27
Abundance Scan 1220 (10.263 min): BM010011.D (-1209) (-) m/z 44.05 100.00%
44.0 69.1 121
5000
127.1
83.0 99.1 10.00 10.20 10.40 10.60
vl el 09 m/z  69.10  87.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6161: 1H-Imidazole, 2-ethyl-4,5-dihydro-4-methyl-
69.0 97.0 112.0
83.0
56.0
5000 41.0 10.00 10.20 10.40 10.60

m/z 112.10 83.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
69.0
10.00 10.20 10.40 10.60
5000 410 56.0 m/z 41.10 68.53%
' 112.0
27.0 97.0
14.0 84.0
Wmmmq’rﬁmmrrmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6556: 2-Hexene, 2,5-dimethyl- I EEAmmE RS R
69.0 10.00 10.20 10.40 10.60
41.0 m/z 56.05 64.21%
5000
27.0 55.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

Sample : 13079-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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

SS043MW009-170509

Peak Number 12 Benzenemethanol, .alpha.,.a... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.33 25.03 ng 1011680 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha...alpha.... 150 C10H140 001197-01-9 86
2 Benzenemethanol. .alpha...alpha.... 136 C9H120 000617-94-7 9
3 Benzoic acid. 4-methvl-. 2-hvdro... 270 C17H1803 1000160-37-2 9
4 Acetamide. N-I2-chloro-4-(2.4-di... 332 C17H17CIN203 1000263-73-4 9
5 3-Methoxyphenethylamine 151 C9H13NO 002039-67-0 9
Abundance Scan 1231 (10.328 min): BM010011.D (-1226) (-) m/z 43.05 100.00%
43.0
5000 195.1
65.0 9t0 ‘
- 121.1 150.1 10.00 10.20 10.40 10.60
bl e b 2060 L 1879 Tm/z 135.10  37.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22791: Benzenemethanol, .alpha.,.alpha.,4-trimethyl-
430 135.0
5000 SRR LA BN R
10.00 10.20 10.40 10.60
5.0 91.0 1500 m/z 91.05 20.48%
m/z--> 20 40 80 100 120 140 160 180
Abundance
43.0 121.0
10.00 10.20 10.40 10.60
5000 m/z 65.05 11.47%
77.0  103.0
18.0 59.0 136.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #100631: Benzoic acid, 4-methyl-, 2-hydroxy-2-phenylpropyl...
43.0 121.0 10.00 10.20 10.40 10.60
m/z 121.05 7.94%
5000 91.0
65.0
27\"0 il ! ‘M Ll 19\'0”\\\ " 14?'0 e ~
mz-> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

Sample : 13079-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 13 unknownl10.87 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.87 10.53 ng 425466 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 1.2.6-trimethvl-. cis- 127 C8H17N 002439-13-6 38
2 Trichloroacetic acid. 4-methvlpe... 246 C8H13CI1302 1000282-35-2 25
3 Decane. 5.6-dimethvl- 170 C12H26 001636-43-7 22
4 Heptane. 2.4.6-trimethvl- 142 C10H22 002613-61-8 16
5 2-Ethylbutyl isobutyrate 172 C10H2002 074398-54-2 16
Abundance Scan 1323 (10.869 min): BM010011.D (-1310) (-) m/z 43.00 100.00%
43.0
71.0
5000 112.1
142.0 e
1.0 206.8 10.60 10.80 11.00 11.20
m/z 71.05 66.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11538: Piperidine, 1,2,6-trimethyl-, cis-
112.0
5000 UL S U S IR
10.60 10.80 11.00 11.20
m/z 69.05 65.80%
95n0 n |
m/z--> 25 Jo éo 85 160 120 150 1éo 1é0 260 250
Abundance
43.0
10.60 10.80 11.00 11.20
5000 71.0 m/z 84.05 54 _.05%
117.0
21.0 091.0 1470 1780  211.0
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220
Abundance #36188: Decane, 5,6-dimethyl- e o
43.0 10.60 10.80 11.00 11.20
m/z 112.05 49 _.53%
84.0
5000
270 ‘h euﬁ 130 4410 1700
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 1('30 1é0 2(')0 22'0 10.60 10.80 11.00 11.20

8270-BM051117.M Fri May 12 18:09:30 2017

SS043MW009-170509
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 14 Ethanone, 1-(2-hydroxy-5-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.17 14.14 ng 571502 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-hvdroxv-5-methvip... 150 C9H1002 001450-72-2 93
2 Phenol. 2.3.5.6-tetramethvl- 150 C10H140 000527-35-5 90
3 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 87
4 Phenol. 2-ethvl-4.5-dimethvl- 150 C10H140 002219-78-5 87
5 Phenol, 2,3,4,6-tetramethyl- 150 C10H140 003238-38-8 83
Abundance Scan 1544 (12.169 min): BM010011.D (-1530) (-) m/z 135.10 100.00%
136.1
5000
91.0
107.1
431 650 11.80 12.00 12.20 12.40
m/z 150.10 49_27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23440: Ethanone, 1-(2-hydroxy-5-methylphenyl)-
135.0
5000
11.80 12.00 12.20 12.40
43.0 770 107.0 m/z 91.05  35.34%
Ly ‘ ‘ 15\ 0
il I 1l |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
11,80 12,00 12.20 12,40
5000 m/z 77.05 22 .32%
91.0
107.0
150 20 650 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23383: 4-Hydroxy-3-methylacetophenone A e
135.0 11.80 12.00 12.20 12.40
m/z 79.10 22 .13%
5000
77.0 107.0
270 ‘\13\.0\\\\ 61"0 ‘\‘ | . 15\ 0
m/z--> 20 40 60 80 100 120 140 160 180 200 1180 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

Sample : 13079-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.45 14.53 ng 703085 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 53
2 7-Methvlindan-1-one 146 C10H100 039627-61-7 47
3 1H-Pvrazole. 4.5-dihvdro-3-phenvl- 146 C9H10N2 000936-48-1 43
4 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 38
5 2-Ethyl-2-phenylaziridine 147 CI10H13N 000768-82-1 35

Abundance Scan 1762 (13.451 min): BM010011.D (-1756) (-) m/z 146.05 100.00%
146.1
164.1
5000 91.1 117.1
51.1
74. 207.0 13.20 13.40 13.60 13.80
: m/z 164.10 65.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31597: Benzoic acid, 2,4,6-trimethyl-
146.0 164.0
5000
119.0 13.20 13.40 13.60 13.80
1.0 m/z 117.10 43 .45%
..,2.7‘.9.‘,‘.5.1‘..‘(?\‘.‘.7?.‘, . .‘. . I\HI .‘.‘i....,.:‘. - A S
m/z--> 20 40 100 120 140 160 180 200
Abundance
117.0  146.0
13.20 13.40 13.60 13.80
5000 m/z 91.10 42 .37%
91.0
39.0 63.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21294: 1H-Pyrazole, 4,5-dihydro-3-phenyl- T T
146.0 13.20 13.40 13.60 13.80
m/z 118.05 37.73%
5000 77.0
118.0
51.0 ‘
|||2|7‘|C?||m||“ ;\ “:‘u:lu-ol%||‘|‘||||||l‘||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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SS043MW009-170509
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 16 2(3H)-Benzothiazolone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.15 9.41 ng 600819 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 87
2 1.4-Benzenediol. 2-(1.1-dimethvl... 166 C10H1402 001948-33-0 38
3 Silane. (3.3-dimethvlbut-2-vloxyv... 208 C12H200Si 1000163-31-6 38
4 4-Mercaptoimidazol4.5-clpvridine 151 C6H5N3S 034550-51-1 27
5 RCH 108 151 C7H5NO3 002297-94-1 27
Abundance Scan 2221 (16.151 min): BM010011.D (-2217) (-) m/z 151.00 100.00%
96.0 1.0
5000
15.80 16.00 16.20 16.40
177.1 208.1 281.0 329.9 m/z 96.00 97_.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23617: 2(3H)-Benzothiazolone
151.0
5000 96.0 123.0
15.80 16.00 16.20 16.40
m/z 123.00 64 .00%
390 690 |
l I M |
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
151.0
123.0 15:80 16.00 16.20 16.40
5000 m/z 69.00 31.00%
15.0 4.0 770
Wmmmmwmwmvmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61435: Silane, (3,3-dimethylbut-2-yloxy)-(phenyl)- R B .
123.0 15..0 15.80 16.00 16.20 16.40
m/z 70.00 20.39%
5000
450 810 193.0
mizes 20 4 8 80 100 130 140 150 180 200 750 240 280 280 300 B0 || | 1580 1600 1620 1645
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 17 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.06 6.37 ng 407125 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 _alpha.-D-Galactopyranoside, met... 306 C15H3006 1000157-05-0 35
Abundance Scan 2546 (18.062 min): BM010011.D (-2541) (-) m/z 73.10 100.00%
43.0 731
5000
213.1
97.0 129.1 256.2 L S SR SULRLLN I
1711 17.80 18.00 18.20 18.40
91.8 235.1
0 2821 "m/z 60.10 93.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000

17.80 18.00 18.20 18.40
129.0 m/z 43.05 88.25%

97.0 256.0

‘ m’ 157.0 1850 2130

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

73.0
R REEEEmEm e
43.0 17.80 18.00 18.20 18.40

m/ 55.10 75.79%
5000 129.0 z 0

185.0 228.0
157.0

97.0

mwwwmwﬁwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #83683: Pentadecanoic acid B EERR Bam e L
43.0 17.80 18.00 18.20 18.40
m/z 41.10 72 .85%
5000
,.‘l..‘i‘:‘.. R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010011.D

Aca On : 12 May 2017 07:05

Operator : SJ/MA

3?22 le 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 18 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.33 7.18 ng 476454 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 86
2 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 83
3 Heptadecanoic acid 270 C17H3402 000506-12-7 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 76
Abundance Scan 2762 (19.333 min): BM010011.D (-2758) (-) m/z 73.00 100.00%
43.1 73.0
5000
129.1
185.1 241.2 USRNSSR BUNRRA BUURRE
2843 o 03550 19.00 19.20 19.40 19.60
: ; m/z 43.10 85.60%
m/z--> 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43.0
5000 R R B DU B
n% mmmmwmwm
185, 410 284.0 m/z 60.05 84.72%
]:S'IO‘\I u h u““ % H\ ‘l .‘15‘7..0.‘ .‘ ?130 .‘ L —
m/z--> 5 o 150 200 250 300 350
Abundance
60.0
19.00 19.20 19.40 19.60
5000 m/z 55.10 77 .81%
20.0 185.0
97.0 129'0157.0 221.0  264.0
m/z--> éo 160 150 200 250 300 3%0
Abundance #100679: Heptadecanoic acid e EREmEmEE T
43.0 73.0 19.00 19.20 19.40 19.60
m/z 41.10 77.18%
270.0
5000
129.0
I H 1 171 0 221.0
i {%Jh\ \@?QILI I .
m/z--> 50 150 200 250 300 350 19. 00 19 20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051117\
Data File : BM010011.D
Acqg On : 12 May 2017 07:05 Instrument :
Operator : SJ/MA EFAﬁg ol

- - lentosampleld :
a?ch:le : 13079-09 SS043MW009-170509
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .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]
Benzene, 1l-ethyl-.._. 7.14 18.1 ng 394215 1 7.76 436593 20.0
unknown7 .30 7.30 101.9 ng 2225310 1 7.76 436593 20.0
2-Cyclopenten-1-o0... 8.41 49.8 ng 1085970 1 7.76 436593 20.0
unknown8 .86 8.86 25.5 ng 556071 1 7.76 436593 20.0
2H-Azepin-2-one, ... 9.09 18.3 ng 400185 1 7.76 436593 20.0
6-Azacytosine 9.20 22.6 ng 915262 2 10.56 808252 20.0
1-Ethyl-4-piperidone 9.23 19.2 ng 774898 2 10.56 808252 20.0
unknown9 .38 9.38 14.5 ng 586516 2 10.56 808252 20.0
Uracil 9.60 15.0 ng 604477 2 10.56 808252 20.0
5-Methyl-1,3-cycl... 10.00 16.4 ng 661724 2 10.56 808252 20.0
1H-Imidazole, 2-e... 10.26 14.3 ng 579258 2 10.56 808252 20.0
Benzenemethanol, ... 10.33 25.0 ng 1011680 2 10.56 808252 20.0
unknown10 .87 10.87 10.5 ng 425466 2 10.56 808252 20.0
Ethanone, 1-(2-hy... 12.17 14.1 ng 571502 2 10.56 808252 20.0
Benzoic acid, 2,4... 13.45 14.5 ng 703085 3 14.42 967598 20.0
2(3H)-Benzothiazo... 16.15 9.4 ng 600819 4 17.17 1277470 20.0
n-Hexadecanoic acid 18.06 6.4 ng 407125 4 17.17 1277470 20.0
Octadecanoic acid 19.33 7.2 ng 476454 5 21.36 1326850 20.0
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