LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 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 F\METHODS\8270-BF072018 .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 5.607 552 556 570 rBV2 71908 226568 3.58% 0.866%
2 6.613 722 727 745 rBV2 63059 210225 3.32% 0.804%
3 6.742 746 749 765 rBV 392534 646184 10.21% 2.471%
4 6.972 784 788 808 rBY 1574569 1816612 28.71% 6.947%
5 7.125 810 814 833 rVB 582518 696437 11.01% 2.663%
6 7.536 880 884 899 rBV 317332 532333 8.41% 2.036%
7 8.060 965 973 979 rBV 207592 314647 4_.97% 1.203%
8 8.142 979 987 988 rVvVv 259843 374360 5.92% 1.432%
9 8.160 988 990 993 rVvVv 240487 275645 4 .36% 1.054%
10 8.189 993 995 1000 rVvB4 99319 115030 1.82% 0.440%

11 8.254 1002 1006 1016 rBV 2253443 2323430 36.72% 8.885%
12 8.601 1060 1065 1068 rBV2 85431 116484 1.84% 0.445%
13 9.325 1184 1188 1203 rBV 1050605 1181413 18.67% 4.518%
14 9.436 1203 1207 1210 rBV 86181 84795 1.34% 0.324%
15 9.719 1252 1255 1259 rBV 154672 162946 2.58% 0.623%

16 10.013 1301 1305 1312 rBV 2348626 2462479 38.92% 9.417%
17 10.436 1371 1377 1380 rBV 6329200 6326848 100.00% 24.195%
18 10.807 1437 1440 1448 rBvV 591609 603077 9.53% 2.306%
19 11.507 1555 1559 1567 rBV 2284696 2235387 35.33% 8.549%
20 12.018 1643 1646 1651 rBV 87518 113255 1.79% 0.433%

21 13.089 1825 1828 1833 rBV 892292 746356 11.80% 2.854%
22 14.159 2006 2010 2013 rVV 1939113 1922211 30.38% 7.351%
23 14.195 2013 2016 2020 rVB2 113766 122399 1.93% 0.468%
24 14.577 2079 2081 2084 rBV 95402 106282 1.68% 0.406%
25 14.977 2146 2149 2151 rBV 115937 149506 2.36% 0.572%

26 15.006 2151 2154 2158 rVB2 189248 231839 3.66% 0.887%
27 15.689 2265 2270 2276 rVB2 1529706 2052293 32.44% 7.848%

Sum of corrected areas: 26149041

8270-BF072018.M Mon Jul 23 13:52:21 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On > 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF107543.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On : 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.74 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.74 7.11 ng 646184 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 749 (6.742 min): BF107543.D (-746) (-) m/z 132.00 100.00%

132.0
5000 68.0

SN S —
40.0 9.0 6.40 6.60 6.80 7.00

ol e m/z 68.00 37.86%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
67.0

5000 R R
6.40 6.60 6.80 7.00

41.0 97.0
‘ ‘ 170 m/z 134.00 34.20%
c\\ \ﬁzo\w
miz--> 20 100 120 140 160 180
Abundance
57.0 132.0
A AL aa e
74.0 6.40 6.60 6.80 7.00
5000 9go 1160 m/z 65.95 25.61%
158.0 189.0
O o B e R~k
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
130.0 6.40 6.60 6.80 7.00

m/z 69.05 16.21%

5000
104.0
510 66.0
0 27 0 L ‘ i 89 0 “ ‘
T B By T

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On : 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Valproic Acid Concentration Rank 5

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

8.06 2.71 ng 314647 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 53
2 Butane. 2.3-dimethoxv-2-methvl- 132 C7H1602 074421-00-4 10
3 2-(tert-Butvlamino)ethanol 117 C6H15NO 004620-70-6 9
4 Neopentvlamine 87 C5H13N 005813-64-9 9
5 3-Heptanol, 3-methyl- 130 C8H180 005582-82-1 9

Abundance Scan 973 (8.060 min): BF107543.D (-965) (-) m/z 72.95 100.00%
73.0
5000 102.0
41.0 55.0
87.0
115.01271 7.80 8.00 8.20 8.40
o..,....,....,....',|.|.'..,.-.|!|.',....','.:..,.-:.|.,....,'.~...,..'.-.,...~.,....1(‘F?'.1.,. m/z 102.00 47.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20838: Valproic Acid
73.0
102.0
5000
7.80 8.00 8.20 8.40
270 410 579 m/z 41.00 25.00%
0 15.0 “ | \‘ ! ‘ ‘ ! 84.0 [y 11\5.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
73.0
©7.80 8.00 8.20 8.40
5000 m/z 54.95 24 _.51%
. 200 430 590 850 1010 117.0 1310
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8556: 2-(tert-Butylamino)ethanol R
30.0 7.80 8.00 8.20 8.40
m/z 57.00 20.85%
410 °70 86.0
0 18\'0 w“ \Mm w‘ ! 70.0 118.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 780 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On : 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown8.14 Concentration Rank 4

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

8.14 3.22 ng 374360 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl(methvl 4-0-methvl-_alpha.... 236 C9H1607 024916-47-0 38
2 Pentanoic acid. 2.2-dimethvl-. 1... 428 C24H4406 057346-62-0 35
3 Butanoic acid. 2-methvl-. 2-meth... 186 C11H2202 083783-88-4 27
4 Hexane. 2.3.3-trimethvl- 128 C9H20 016747-28-7 22
5 Heptane, 2-(hexyloxy)- 200 C13H280 074663-79-9 22

Abundance Scan 987 (8.142 min): BF107543.D (-979) (-) m/z 43.00 100.00%
430 851
5000
e M e
7.80 8.00 8.20 8.40
141.1
o! ':',l“.“'.l..-,....,.... N — m/z 85.10 93.70%
m/z--> 50 100 150 200 250 300 350
Abundance #91098: Methyl(methyl 4-O-methyl-.alpha.-d-mannopyranoside...
87.0
5000
45.0 117.0 7.80 8.00 8.20 8.40
' ‘ m/z 73.95 75.98%
o) — 1 U“. “. \Iw .‘. ‘I]-‘I]"SI-OI]_I77I.OI2?5.IOI —— T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 85.0
780 8.00 820 840
5000 m/z 57.00 72.19%
0 115.0142.0170.0 199.0 259.0 299.0 355.0
m/z--> 50 100 150 200 250 300 350
Abundance #50170: Butanoic acid, 2-methyl-, 2-methylpenty! ester I i s
83.0 7.80 8.00 8.20 8.40
57.0 m/z 86.95 70.87%
5000
29.0
‘ L L 1140 158.0
0 B e T B o o
m/z--> 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On : 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown8.16 Concentration Rank 6

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

8.16 2.37 ng 275645 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 47
2 3-Cvclopentvilpropionic acid. but... 194 C12H1802 1000292-46-4 38
3 2-Cvclohexen-1-one. 4-ethvl-4-me... 138 C9H140 017429-32-2 37
4 Pvridine. 3-methvl-. 1-oxide 109 C6H7NO 001003-73-2 35
5 Furan, 2-(methoxymethyl)- 112 C6H802 013679-46-4 35

Abundance Scan 990 (8.160 min): BF107543.D (-988) (-) m/z 81.00 100.00%
81.0
109.1
56.0
5000 41.0
’U‘Illlllllllllllllllll
7.80 8.00 8.20 8.40
0 m/z 73.00 82.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10417: Phenol, 2-methoxy-
109.0
124.0
81.0
5000
7.80 8.00 8.20 8.40
53.0 m/z 109.05 75.82%
27.0 I
0 |||||‘|||“|||‘|‘||“i‘|||‘i‘|||||||‘||||‘|||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
5509 810 123.0
107.0 7.80 8.00 8.20 8.40
5000 m/z 69.05 60.88%
27.0
. 141.0 179 0194.0
miz--> 20 40 60 8 100 120 140 160 180
Abundance #17608: 2-Cyclohexen-1-one, 4-ethyl-4-methyl- e AR R REEmE RS
81.0 7.80 8.00 8.20 8.40
41.0 m/z 123.05 59.64%
96.0
5000
138.0
65
0 ”.,...w....,.f”,....“..?fé?.w....,”..,..”,
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On : 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl10.44 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.44 51.39 ng 6326850 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.10-Diaminodecane 172 C10H24N2 000646-25-3 38
2 Hvmexazole. trimethvisilvl ether 171 C7H13NO2Si 1000334-05-9 22
3 d-Proline. n-propoxvcarbonvl-. p... 243 C12H21NO4 1000320-81-8 18
1-(1-Methoxvpropan-2-vloxv)propa... 230 C12H2204 1000367-11-3 14
5 I-Proline, N-propoxycarbonyl-, p... 243 C12H21NO4 1000313-69-8 14
Abundance Scan 1378 (10.442 min): BF107543.D (-1371) (-) m/z 156.10 100.00%
156.1
5000 56.0
83.0
1141 228'2 TrrrJrrrryprrrr|rrrrjJ|rrr
: 10.20 10.40 10.60 10.80
ol AL, "! A ), :\ 31, L. 281 %L1 h/z 56.00 50.52%
m/z--> 50 100 150 200 250 300
Abundance #39676: 1,10-Diaminodecane
30.0
5000 RN B SR
10.20 10.40 10.60 10.80
56.0 156.0 m/z 59.00 47 .92%
‘ 1280
oL —— “‘H‘““.‘.}.... ———
m/z--> 50 100 150 200 250 300
Abundance
156.0
"' 1020 10.40 1060 10.80
5000 101.0 m/z 83.00 32.38%
73.0 128.0
43.0
015.0
m/z--> éo 160 150 200 250 300 '
Abundance #96356: d-Proline, n-propoxycarbonyl-, propy! ester L BN s
156.0 10.20 10.40 10.60 10.80
m/z 55.00 26.59%
5000 700
43.0 114.0
0 C . | 184.0 243.0
m/z--> 5'0 1(')0 150 200 250 300 ' 10. 20 10 40 10.60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107543.D

Aca On : 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 2-(Nonyloxycarbonyl)benzoic... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.26 ng 231839 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(NonvloxvcarbonvDbenzoic acid 292 C17H2404 1000373-89-9 55
2 Didecan-2-vIl phthalate 446 C28H4604 028029-89-2 43
3 Phthalic acid. di(2-propvlpentvl... 390 C24H3804 1000377-93-5 43
4 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 35
5 Phthalic acid, cyclohexylmethyl ... 332 C20H2804 1000315-55-5 35
Abundance Scan 2155 (15.012 min): BF107543.D (-2151) (-) m/z 149.10 100.00%
149.1
5000
4T° 85.0 AR A atiates
191.2 14.60 14.80 15.00 15.20 15.40
1 1 307.1341.3 ,
o] ,ﬂ. J.Ll.ll.-]-,gﬂﬁ' il ad 0 28222020 PO S BTN Tm/z 167.00 42.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137725: 2-(Nonyloxycarbonyl)benzoic acid
149.0
5000 LN U AN B B
14.60 14.80 15.00 15.20 15.40
m/z 43.00 27.62%
41.0 7401050 | | 1940 2350  292.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
14:60 14.80 15.00 15.20 15.40
5000 m/z 57.00 23.15%
430 g5¢ 307.0
o e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester R ERERREEEEE
149.0 14.60 14.80 15.00 15.20 15.40
m/z 69.10 23.14%
5000
57.0
02RO P N dmo T e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107543.D

Acq On 21 Jul 2018 00:03

Operator : JU/SJ

Sample : J4018-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .74 6.74 7.1 ng 646184 1 6.97 1816610 20.0
Valproic Acid 8.06 2.7 ng 314647 2 8.25 2323430 20.0
unknown8.14 8.14 3.2 ng 374360 2 8.25 2323430 20.0
unknown8.16 8.16 2.4 ng 275645 2 8.25 2323430 20.0
unknownl10.44 10.44 51.4 ng 6326850 3 10.01 2462480 20.0
2-(Nonyloxycarbon... 15.01 2.3 ng 231839 6 15.69 2052290 20.0
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