LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108690.D

Aca On : 31 Aug 2018 15:46

Operator : JU/SJ

Sample : J4712-08

Misc :

ALS Vial : 5 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-BF083018 .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

5.237 490 493 502 rBvV 35570 53760 2.61% 0.331%
5.637 557 561 592 rBV 418796 1366640 66.27% 8.426%
rBv 606689 1581194 76.67% 9.748%
6.772 750 754 781 rVB 1184294 1988607 96.43% 12.260%
7.001 789 793 799 rBV 233451 397377 19.27% 2.450%
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7.054 799 802 815 rvVv 235664 714879 34.66% 4.407%
7.154 815 819 838 rVB 972014 1513218 73.38% 9.329%
7.566 885 889 911 rBV 522409 1131327 54.86% 6.975%
8.278 1007 1010 1033 rBV 367463 659876 32.00% 4.068%
9.348 1189 1192 1205 rBV 1604990 2062293 100.00% 12.715%

=
QO ~NO®

11 9.742 1255 1259 1269 rBV 167907 227939 11.05% 1.405%
12 10.036 1306 1309 1322 rVB 498227 593162 28.76% 3.657%
13 10.430 1373 1376 1381 rBV2 90576 98252 4.76% 0.606%
14 10.701 1419 1422 1424 rBV 63476 57548 2.79% 0.355%
15 10.836 1441 1445 1453 rBV 728894 1032912 50.09% 6.368%

16 11.248 1512 1515 1518 rBV 56306 62881 3.05% 0.388%
17 11.542 1561 1565 1572 rBV 414314 631804 30.64% 3.895%

18 12.048 1648 1651 1657 rBV 188377 302129 14.65% 1.863%
19 13.124 1831 1834 1840 rBV 1543217 1744132 84.57% 10.753%

Sum of corrected areas: 16219930

8270-BF083018.M Tue Sep 04 16:06:01 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF083118\

BF108690.D

31 Aug 2018 15:46

Jus/sJ

J4712-08

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108690.D

Aca On : 31 Aug 2018 15:46

Operator : JU/SJ

Sample : J4712-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.24 2.71 ng 53760 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1.2-Butanediol 90 C4H1002 000584-03-2 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Silane. ethvldimethvl- 88 C4H12Si 000758-21-4 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 494 (5.243 min): BF108690.D (-490) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 U U R AU I
| 829 | 5.00 5.20 5.40 5.60
ot e e e e e m/z 59.00 51.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL LA I
59.0 500 520 540 5.60
0
150 a0 1010 m/z 101.10 19.13%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol
31.0 59.0
500 520 540 5.60
5000 m/z 58.00 15.05%
41.0
b ill 500 Il 710 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester I  BREmEEES B
43.0 5.00 5.20 5.40 5.60
m/z 56.10 8.28%
57.0
5000
20.0 101.0
0 180 | 1l 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 F\DATA\BF083118\
Data File : BF108690.D

Aca On : 31 Aug 2018 15:46

Operator : JU/SJ

Sample : J4712-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2 unknown6.77 Concentration Rank 1

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

6.77 100.09 ng 1988610 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 754 (6.772 min): BF108690.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.0 ﬂ\
40.0 54 9‘?-1 5o J 6.40 6.60 6.80 7.00 7.20
01 B e T m/z 68.05 44 _.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 AR AR NN S

6.40 6.60 6.80 7.00 7.20
m/z 134.00 32.01%

0 158.0 189.0
1 T I L I L I LB
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
T
117.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 28.51%
39.0 910
: 65.0 ‘ ‘ |
| ‘ \‘\\ M L : wl ‘\ m ‘
0 L o o o o o e I B o e L i o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.71%

97.0
5000
70.0
31.0 520
‘ Lol 1 \ 11?'0 !
] ENURRNE AN N MY S R SR | S

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108690.D

Aca On : 31 Aug 2018 15:46

Operator : JU/SJ

Sample : J4712-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 1-Hexanol, 2-ethyl- Concentration Rank 3

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

7.05 35.98 ng 714879 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 64
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 47
5 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 45

Abundance Scan 801 (7.048 min): BF108690.D (-799) (-) m/z 57.10 100.00%
57.1

ﬁ

5000 411
O R SRR
‘ 7?'0 8:7'0 98.1 1120 6.80 7.00 7.20 7.40
0...,....',...",..'..,.'...',...'.,....,....,...., m/z 41.10 38.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 LA L L L L L I
6.80 7.00 7.20 7.40
70.0 83.0 m/z 43.05 34_.51%
|| o
0! e ey
m/z--> 20 40 60 80 100 120 140 160
Abundance #74058: Heptyl isobutyl carbonate
57.0
R REmEE e e
6.80 7.00 7.20 7.40
5000 m/z 55.10 27.18%
41.0
70.0
S0 T S Y 2
m/z--> 20 40 60 80 100 120 140 160
Abundance #72873: Heptane, 1,1'-oxybis- g S e e
57.0 6.80 7.00 7.20 7.40
m/z 56.10 20.01%
5000
70.0
97.0
o I ‘\“ 830 “° 117.0 171.0
LA e o e e o A B N A B e o o e o | T T e
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108690.D

Aca On : 31 Aug 2018 15:46

Operator : JU/SJ

Sample : J4712-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Isophthalic acid, 3,5-dichl... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.43 3.31 ng 98252 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Isophthalic acid. 3.5-dichloroph...
2 Isophthalic acid. heptvl 2.4.6-t...
3 2-(Salicvlideneamino)naphthalene

408 C21H22C1204
442 C21H21C1304
247 C17H13NO

1000356-58-6 64
1000344-57-1 64
001689-72-1 64

1000356-37-2 64
1000356-61-4 64

4 l1sophthalic acid. di(l1-isopropvl... 362 C22H3404
5 Isophthalic acid, heptyl 2,4,5-t... 442 C21H21CI1304

Abundance Scan 1376 (10.430 min): BF108690.D (-1373) (-) m/z 247.20 100.00%
247.2
5000
57.0
149.1 ' 10.20 10.40 10.60 10.80
105.0 177 1 217 1, ' : : :
Obrrprrreprrtprrepreir b ek || M7z 57.05 32.68%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #214950: Isophthalic acid, 3,5-dichloropheny! heptyl ester
24%.0
5000 LIRS
10.20 10.40 10.60 10.80
149.0 m/z 248.30 21.64%
ol 410 760 104.0 | 176.0 293.0
L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #225252: |sophthalic acid, heptyl 2,4,6-trichlorophenyl ester
247.0
e
10.20 10.40 10.60 10.80
5000 m/z 41.05 14.94%
149.0
o 41.0 76.0 104 0 196.0 327.0
P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99899: 2-(Salicylideneamino)naphthalene T
247.0 10.20 10.40 10.60 10.80
m/z 262.30 12.04%
5000

127.0
18.0 mo7ﬂnmo“1mo muﬂmo

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

o

10.20 10.40 10.60 10.80

m/z-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108690.D

Aca On : 31 Aug 2018 15:46

Operator : JU/SJ

Sample : J4712-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.05 9.56 ng 302129 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Heptadecanoic acid 270 C17H3402 000506-12-7 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 1651 (12.048 min): BF108690.D (-1648) (-) m/z 43.10 100.00%
T kﬂwwthmJLvaww*“W
5000
97.1 129.1
171.2 213.2 256.2 563 1180 12100 12.20 12.40
0! | m/z 55.10 98.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 LR LI SULELLE UL B

ll.l80 12.IOO 12!20 12.I4O
m/z 73.05 81.39%

213.0
157.0 185.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0 SRR AR RAREE TS S
11.80 12.00 12.20 12.40
5000 129.0 m/z 59.95  76.65%
o1l Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid AR R R e
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.10 73.15%
5000 129.0 M
o150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108690.D

Acq On : 31 Aug 2018 15:46

Operator : JU/SJ

Sample : J4712-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
2-Pentanone, 4-hy... 5.24 2.7 ng 53760 1 7.00 397377 20.0
unknown6 .77 6.77 100.1 ng 1988610 1 7.00 397377 20.0
1-Hexanol, 2-ethyl- 7.05 36.0 ng 714879 1 7.00 397377 20.0
Isophthalic acid,... 10.43 3.3 ng 98252 3 10.04 593162 20.0
n-Hexadecanoic acid 12.05 9.6 ng 302129 4 11.54 631804 20.0
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