LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 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-BF040618.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 5.004 492 496 506 rBV 58486 75684 4._.48% 0.443%
2 5.422 562 567 580 rBY 1650500 1690281 100.00% 9.903%
3 6.439 735 740 756 rBY 1731944 1564742 92.57% 9.168%
4 6.575 759 763 766 rBY 1915783 1689446 99.95% 9.898%
5 6.804 798 802 805 rBV 757304 606192 35.86% 3.552%
6 6.957 824 828 832 rBVY 1626295 1362387 80.60% 7.982%
7 7.369 893 898 901 rBVY 1015703 950403 56.23% 5.568%
8 8.086 1017 1020 1025 rBV 856801 690563 40.85% 4.046%
9 8.669 1116 1119 1123 rBV 28357 24499 1.45% 0.144%
10 9.163 1199 1203 1213 rBvV 1710949 1588265 93.96% 9.306%
11 9.233 1213 1215 1218 rVB 37210 31474 1.86% 0.184%
12 9.557 1266 1270 1278 rVB 98215 100644 5.95% 0.590%
13 9.763 1300 1305 1310 rVvB 43713 40996 2.43% 0.240%
14 9.839 1315 1318 1322 rVV 744061 671552 39.73% 3.935%
15 9.874 1322 1324 1327 rVB 23172 20645 1.22% 0.121%
16 10.045 1348 1353 1357 rBvV3 16747 22729 1.34% 0.133%
17 10.239 1383 1386 1388 rBvV 15561 19199 1.14% 0.112%
18 10.269 1388 1391 1393 rVB 50296 43957 2.60% 0.258%
19 10.480 1424 1427 1433 rVB4 15918 22162 1.31% 0.130%
20 10.633 1449 1453 1463 rVB 937092 893560 52.86% 5.235%
21 10.739 1468 1471 1479 rVB 42908 53650 3.17% 0.314%
22 11.221 1549 1553 1557 rVB3 18920 35352 2.09% 0.207%
23 11.327 1568 1571 1574 rBV 688311 628452 37.18% 3.682%
24 11.351 1574 1575 1582 rVB 107365 81053 4 .80% 0.475%
25 11.663 1625 1628 1633 rBV 19840 22325 1.32% 0.131%
26 11.851 1653 1660 1664 rBVv4 52106 87917 5.20% 0.515%
27 11.945 1672 1676 1678 rBV2 29548 33855 2.00% 0.198%
28 12.063 1694 1696 1699 rBV 23451 19270 1.14% 0.113%
29 12.127 1705 1707 1709 rBV3 21406 23956 1.42% 0.140%
30 12.157 1710 1712 1716 rVB2 24807 27833 1.65% 0.163%
31 12.257 1727 1729 1731 rBV 38262 34192 2.02% 0.200%
32 12.304 1735 1737 1739 rBV2 34848 31872 1.89% 0.187%
33 12.380 1747 1750 1752 rBV 45380 43866 2.60% 0.257%
34 12.545 1775 1778 1781 rBV 91995 95012 5.62% 0.557%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 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 F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.727 1805 1809 1812 rVB 887793 763898 45.19% 4._.476%
36 12.774 1814 1817 1824 rVB 104773 137198 8.12% 0.804%
37 12.915 1837 1841 1848 rVB 1580162 1414687 83.70% 8.289%
38 13.774 1984 1987 1991 rBV 112857 132270 7.83% 0.775%
39 13.974 2018 2021 2024 rBV 663659 569052 33.67% 3.334%
40 14.604 2126 2128 2132 rVB 177877 147507 8.73% 0.864%

41 15.445 2268 2271 2278 rVB 442094 575316 34.04% 3.371%

Sum of corrected areas: 17067913
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042018\

BF104673.D

20 Apr 2018 14:48

JussJ

J2460-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 8

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

5.00 2.50 ng 75684 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 495 (4.998 min): BF104673.D (-492) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 | 460 4.80 5.00 5.20 5.40
o 7| D m/z 59.00 62.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S SRR
59 460 4.80 500 5.20 5.40
m/z 101.00 20.67%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 16.96%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one T R b
43 4.60 4.80 500 5.20 5.40
m/z 41.10 10.57%
5000
55
b Tl | es7 8 o8 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 4.80 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown6.57 Concentration Rank 1

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

6.57 55.74 ng 1689450 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 762 (6.569 min): BF104673.D (-759) (-) m/z 131.95 100.00%
5000 68
© s |l 7o P J S5 om0 650 Gho 700
b Ml 7787 L5 W /7 68.10  41.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR AR AR LR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.18%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.03%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB L Ty
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.07%
5000 og M°
I L 8 o7 ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl1l1l.85 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.85 2.80 ng 87917 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Dibenzola.dlcvclohepten-5-ol.... 210 C15H140 001210-34-0 48
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 25
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 20
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 15
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 15

Abundance Scan 1660 (11.851 min): BF104673.D (-1653) (-) m/z 73.00 100.00%

5000

11.60 11.80 12.00 12.20
m/z 60.00 84.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69575: 5H-Dibenzo[a,d]cyclohepten-5-ol, 10,11-dihydro-
1

5000

11,60 11.80 12.00 12.20
m/z 43.00 79.09%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 W
Abundance J\MWW’\A‘“/\”\”J
192
I R EREE RS
11.60 11.80 12.00 12.20
5000 m/z 57.00 72.13%

96 165
63 81 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid R EmEEs e
43 3 11.60 11.80 12.00 12.20
5 m/z 55.00 67.59%
5000
2 157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Butyl citrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1273 26.85 ng 763898  Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91

2 Adipic acid. 2-decvl isobutvyl ester 342 C20H3804 1000353-59-6 64
3 Adipic acid. butvl 3-pentvl ester 272 C15H2804 1000324-60-5 64
4 Adipic acid. isobutvl 4-methvlpe... 286 C16H3004 1000353-50-1 56
5 Adipic acid, 3,3-dimethylbut-2-y... 286 C16H3004 1000353-66-7 56
Abundance Scan 1809 (12.727 min): BF104673.D (-1805) (-) m/z 185.10 100.00%
129 185
5000
57 111 TT TTr 11 [ rrrr TTrrT Trrr
87 147 259 12.40 12.60 12.80 13.00
ol .3.4?,'|. b b 1766 | 203220240 | 288 319 | ny7 129.00  85.41%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 T T T T T T T T T T T T
12.40 12.60 12.80 13.00
41 259 m/z 57.10 23.41%
‘ 69 87 111 157
ol a8 Ll b | 218281 | 287 0 361
m/z--> 50 100 150 200 250 300 350
Abundance
129
. 1240 12.60 12.80 13.00
5000 m/z 41.10 18.26%
57 111
o 29 83 156 203 269
m/z--> B '55' ' "160" "150" "260" "250" "300" "350"
Abundance #120812: Adipic acid, butyl 3-pentyl ester T T
129 12.40 12.60 12.80 13.00
185 m/z 111.00 13.35%
5000
111
29 95 83 L 156 202
OI\IIHIMIIMIHI\lell\\ “....‘l‘....luuuu T N B AR am
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl3.77 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 4.65 ng 132270 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 27
2 Alpha-phenvl-alpha-tropvlacetald... 378 C22H22N202S 022532-16-7 14
3 Benzaldehvde. 2-chloro-3.4-diben... 352 C21H17CI03 037687-59-5 10
4 Coumarin. 6-benzvloxv-3.4-dihvdr... 282 C18H1803 084945-10-8 10
5 4H-1-Benzopyran-4-one, 2,3-dihyd... 254 C16H1403 1000319-40-1 10
Abundance Scan 1986 (13.768 min): BF104673.D (-1984) (-) m/z 91.00 100.00%
o
5000 _}L
ur AR AR AR A
65 175 13.40 13.60 13.80 14.00
) SV T PR P A .' P15 239 268289 312 344 | 477 117.00  25.73%
m/z--> 50 100 150 200 250 300 350
Abundance #67003: Benzonitrile, m-phenethyl-
g1
5000 DA PR PR SRS
anmmmmm
65 207 m/z 194.10 10.69%
0 3\9\ gl 116 141
m/z--> 55 160 150 260 250 300 3éo
Abundance
91
1340 13.60 13.80 14.00
5000 m/z 207.10 9.94Y%
194
65 115
139
o.l?.3?,....,.... wid B 220 246 299
m/z--> 50 100 150 200 250 300 350
Abundance #185263: Benzaldehyde, 2-chloro-3,4-dibenzyloxzy- L BT o e
g1 13.40 13.60 13.80 14.00
m/z 195.10 8.14%
b MﬂwwwﬂﬁmﬁwquAuuNWA/LAw%WMA
181 261
0 43 6? | 115 141 \ 225 | 302 352
m/z--> 5'0 1(')0 150 200 250 300 35'30 13. 40 13. 60 13. 80 14. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104673.D

Aca On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample = J2460-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 8 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.60 5.18 ng 147507 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 58
2 1-l1sopropvl-2_.2-dimethvlpropvlid... 127 C8H17N 1000210-05-3 22
3 1-Butanamine. N-(l-propvlbutvlid... 169 C11H23N 010599-80-1 12
4 Di(E)-hex-3-envl phthalate 330 C20H2604 1000373-64-8 11
5 Phthalic acid, 3,5-difluoropheny... 390 C22H24F204 1000315-51-3 10
Abundance Scan 2127 (14.598 min): BF104673.D (-2126) (-) m/z 70.10 100.00%
70
149 *V*MwﬂWNMAMMW%MMva
5000 112
261
LRI LN BSUIL SN B
93 1158 203 291 396 14.20 14.40 14.60 14.80 15.00
ol L L, | | |88 203 239 | 291313332351370 3% | 6 00 54.420%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149 261
5000 AL AR B U
14.20 14.40 14.60 14.80 15.00
m/z 112.10 43.98%
oL \\LM93L‘ 130 | 18189 232 | 2$0 304 333 361
m/z--> 50 100 150 200 250 300 350 '
Abundance
70
43 1420 14.40 14.60 14.80 15.00
5000 m/z 83.10 39.80%
g1 112 .AMNJ\M
L L L WL S L WL DAL
m/z--> 50 100 150 200 250 300 350
Abundance #37550: 1-Butanamine, N-(1-propylbutylidene)- e o
70 14.20 14.40 14.60 14.80 15.00
m/z 261.10 33.52%
5000{ 41
‘ J o8 126 o,
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042018\
Data File : BF104673.D

Acq On : 20 Apr 2018 14:48

Operator : JU/SJ

Sample - J2460-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.00 2.5 ng 75684 1 6.80 606192 20.0
unknown6 .57 6.57 55.7 ng 1689450 1 6.80 606192 20.0
unknownl1l .85 11.85 2.8 ng 87917 4 11.33 628452 20.0
Butyl citrate 12.73 26.9 ng 763898 5 13.97 569052 20.0
unknownl13.77 13.77 4.7 ng 132270 5 13.97 569052 20.0
1,3-Benzenedicarb... 14.60 5.2 ng 147507 5 13.97 569052 20.0
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