LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070518 .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 5.316 336 345 357 rBV 77611 124697 2.39% 0.475%
2 5.798 421 427 442 rBV 662314 1060093 20.35% 4_.037%
3 7.445 701 707 720 rBV 378504 655396 12.58% 2.496%
4 7.816 763 770 787 rBVY 1473798 2391140 45.90% 9.106%
5 8.292 844 851 864 rBV 341221 559388 10.74% 2.130%

8.616 899 906 922 rVB 1445740 2340825 44.93% 8.915%
9.480 1046 1053 1066 rBV 1108732 1850275 35.52% 7.047%
11.122 1324 1332 1344 rBV 407953 694292 13.33% 2.644%
13.539 1733 1743 1752 rBV 2638344 3785301 72.66% 14.416%
14.363 1878 1883 1892 rBV 82657 117407 2.25% 0.447%

=
QO ~NO®

11 14.915 1970 1977 1986 rVB2 552233 841735 16.16% 3.206%
12 16.392 2222 2228 2242 rBV 2088356 2975032 57.11% 11.330%
13 17.639 2434 2440 2451 rBV 673503 952561 18.28% 3.628%
14 18.474 2576 2582 2592 rBV 86671 145222 2.79% 0.553%
15 19.727 2791 2795 2805 rBV2 69480 104420 2.00% 0.398%

16 20.203 2870 2876 2889 rBV 4553949 5209757 100.00% 19.841%
17 21.403 3074 3080 3084 rBV5 37651 105462 2.02% 0.402%
18 21.444 3084 3087 3092 rVB 60582 79850 1.53% 0.304%
19 21.503 3093 3097 3103 rBvV 234594 298003 5.72% 1.135%
20 21.750 3134 3139 3145 rBvV 770537 1029038 19.75% 3.919%

21 24.144 3540 3546 3554 rVB2 474924 937681 18.00% 3.571%

Sum of corrected areas: 26257575
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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: BM015889.D

4000000

3000000

2000000

7.82 8.62
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1000000

7.45 8.29 11.12
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T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM015889.D
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3000000
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2000000
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14.36 J 18.47 19.73
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Time-->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 19.00 19.50 20.00 20.50
Abundance TIC: BM015889.D

4000000
3000000
2000000
1000000 21.75

24.14

el !

U

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.32 4_.46 ng 124697 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propvlamine 59 C3HON 000107-10-8 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 346 (5.322 min): BM015889.D (-336) (-) m/z 43.00 100.00%
43.0
5000 59.1
o | mo 0 50 520 540 560
ol e e e e m/z 59.10 47.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R L I
59.0 500 520 540 560
m/z 101.00 16.20%
o 3o | 830 93,0'%1"
R PRI SR SURL LR S AL SULELIL SURLEL S SULELIL UL WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30.0
500 520 540 560
5000 m/z 58.00 11.93%
59.0
17.0 410 519
S U SR I SRS UL I S SULIL LN WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e e AR
43.0 5.00 520 5.40 5.60
m/z 41.00 9.94%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 unknown7.82 Concentration Rank 1

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

7.82 85.49 ng 2391140 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 771 (7.822 min): BM015889.D (-763) (-) m/z 132.00 100.00%
13R.0
5000 68.1
40 ®o oo | T 7h 760 8b0 85
0 : R m/z 68.10 42 _.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 BRI R LA SR

7.40 7.60 7.80 8.00 8.20
33.0 105.0 m/z 66.10 34 .38%

70.0
10 00 ||
0....,....,.‘.‘..,‘....,....,.‘...,..‘. e BRI i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0

740 7.60 7.80 8.00 8.20

5000 m/z 134.00 32.85%
63.0
150 390 790 1040
A L L m s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methy!l- R BRam e
56.0 132.0 7.40 7.60 7.80 8.00 8.20

m/z 69.10 20.87%

5000
27\0 || 760 99.0 |
0 1 Ll iy |
LI e L B

m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.47 3.05 ng 145222 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2581 (18.468 min): BM015889.D (-2576) (-) m/z 43.05 100.00%

43
73.0

5000

%

18.20 18.40 18.60 18.80

01 m/z 41.05 91.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L L L L L L
18 20 18. 40 18. 60 18 80
m/z 60.00 85.12%
ol Ll H 97‘0 1290 1710 2130 256.0
IIIIIIIIIIIIII I II‘IIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 18.20 18.40 18.60 18.80
5000 129.0 m/z 73.00 81.71%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R B e
73.0 18.20 18.40 18.60 18.80
43.0 m/z 55.00 74 .03%
5000 1290
185.0 228.0
97.0
b Al . Al 157.0
0, .J”..“ .”.ﬂ‘ﬁpunﬂnn R RS e e R R AR RS R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 20 18. 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.73 2.03 ng 104420 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2796 (19.733 min): BM015889.D (-2791) (-) m/z 43.10 100.00%
431 730
5000 129.1
185.1 241.2 284.2 RS R R
| | | 355.1 19.40 19.60 19.80 20.00
ol SO RN U ] I B m/z 41.10 83.06%
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 LU U
19.40 19.60 19.80 20.00
‘ 1850 54y 2840 m/z 73.05 82.20%
1.
01.5'.0‘. "“I ":'KTI ﬁ‘\lml jllszoj .“. |?1.3..0‘. .“ — .“. ———
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
73.0 19.40 19.60 19.80 20.00
5000 284.0 m/z 55.05 72.57%
129.0
185.0
P 01 8O N -~ T-NNE- X
m/z--> 50 100 150 200 250 300 350
Abundance #75070: Tetradecanoic acid ST e
43.0 73.0 19.40 19.60 19.80 20.00
m/z 60.05 71.89%
5000 129.0
185 228.0
1.0 :
04 i 2
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 unknown21.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.40 2.05 ng 105462 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-I2-(benzovloxv)pro... 342 C20H2205 020109-39-1 27
2 1.2- chhloro 4-fluoro-5-nitroben... 209 C6H2CI2FNO2 002339-78-8 25
3 2.4:5.6-Di-0-benzvlidene d-alucose 356 C20H2006 1000126-98-5 25
4 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 25
5 1,2-Benzenedicarboxylic acid, 2-... 266 C13H1406 000085-71-2 22
Abundance Scan 3079 (21.397 min): BM015889.D (-3074) (-) m/z 104.95 100.00%
105.0
5000 163.0 JV\A¥
57.0 290 oo w59 o | | 2002150 2140 2160 2150
Ob et Ly b m/z 163.00 41.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138016: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoate
105.0
163.0
5000 U DA B DU BN
mmmmmmmmmm
5.0 m/z 77.00 33.42%
I S T S 71 343.0
m/z--> éo 160 1éo 200 2éo 300 3éo 460
Abundance
30.0 128.0 163.0 209.0
93.0 LRI UL BN
21.00 21.20 21.40 21.60 21.80
5000 m/z 57.05 10.13%
62.0
0"'I""I""I"" T T RN
m/z--> 50 100 150 200 250 300 350 400
Abundance #143384: 2,4;5,6-Di-O-benzylidene d-glucose R EREREREE T
105.0 21.00 21.20 21.40 21.60 21.80
m/z 97.00 8.62%
356.0
43.0 162.0
ol gk g J Ly | 2e90ms003130 | IR
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015889.D

Aca On 11 Jul 2018 15:16

Operator : SJ/JU

Sample = J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.50 5.79 ng 298003 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
2 2.3-Dimethvl-4a.8a-diphenvl-hexa... 326 C20H2204 1000297-07-0 59
3 Isopropnvl phenvl ketone 148 C10H120 000611-70-1 47
4 Benzolblthiophene-3-carboxvlic a... 343 C18H17N04S 096334-43-9 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
Abundance Scan 3096 (21.497 min): BM015889.D (-3093) (-) m/z 105.00 100.00%

105.0
149.0
5000

51.0
21 20 21. 40 21 60 21. 80
207.0 .
Ob et 2070 2820 3269 4151 4751 17749 00 62.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #124906: Diethylene glycol dibenzoate
1050 1490

5000 L L L e B
21 20 21. 40 21 60 21. 80

m/z 77.00 53.20%

51.0
0 | ] ‘ . 207.0 250.0  314.0
L o o o e e L i e L B i e o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
105.0

21.20 21. 40 21.60 21.80

5000 m/z 51.00 14.47%
56.0 149.0
210.0 271.0
O+ T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #21675: Isopropyl phenyl ketone
105.0 21.20 21.40 21.60 21.80

m/z 106.00 7.76%

5000
10 | | uso
e = e

m/z--> 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71118\
Data File : BM015889.D

Acq On 11 Jul 2018 15:16

Operator : SJ/JU

Sample - J3888-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_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]
2-Pentanone, 4-hy... 5.32 4.5 ng 124697 1 8.29 559388 20.0
unknown? .82 7.82 85.5 ng 2391140 1 8.29 559388 20.0
n-Hexadecanoic acid 18.47 3.0 ng 145222 4 17.64 952561 20.0
Octadecanoic acid 19.73 2.0 ng 104420 5 21.75 1029040 20.0
unknown21.40 21.40 2.0 ng 105462 5 21.75 1029040 20.0
Diethylene glycol... 21.50 5.8 ng 298003 5 21.75 1029040 20.0
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