LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\

Data File : BF088260.D

Aca On : 22 Jun 2016 20:18 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3678-02 UGS
Misc i TDGA-MH-1617
ALS Vial : 15 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-BF060716.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 1.724 11 12 69 rvB 1500688 3450311 100.00% 17.391%
2 4.730 272 275 293 rBV 165387 261006 7.56% 1.316%
3 5.187 313 315 328 rBVY 1249306 1399433 40.56% 7.054%
4 6.262 407 409 411 rBV 1163411 1529479 44 .33% 7.709%
5 6.364 417 418 421 rBV 1217137 1531018 44.37% 7.717%
6 6.604 437 439 450 rBB 410168 394457 11.43% 1.988%
7 6.753 450 452 455 rBVY 1373636 1259928 36.52% 6.351%
8 7.176 487 489 491 rBV 1040726 1039703 30.13% 5.241%
9 7.885 550 551 554 rBV 572120 622933 18.05% 3.140%
10 8.970 643 646 648 rBY 2016065 2089456 60.56% 10.532%
11 9.370 679 681 683 rBV 111045 86577 2.51% 0.436%

12 9.633 702 704 707 rBV 758565 710684 20.60% 3.582%
13 10.422 771 773 776 rBV 1052999 969352 28.09% 4 _886%
14 10.548 782 784 789 rVB 32625 38813 1.12% 0.196%
15 11.119 832 834 836 rBvV 502390 689652 19.99% 3.476%

16 12.697 969 972 974 rBV 1931820 1864667 54.04% 9.399%

17 13.599 1049 1051 1059 rBvV 33070 84438 2.45% 0.426%
18 13.737 1061 1063 1069 rVvVv 503143 648114 18.78% 3.267%
19 13.919 1076 1079 1081 rBV 34820 35808 1.04% 0.180%
20 14.217 1103 1105 1110 rBV3 25819 53423 1.55% 0.269%
21 14.594 1134 1138 1141 rBV2 26450 56286 1.63% 0.284%
22 14.960 1167 1170 1172 rBV 56362 69779 2.02% 0.352%

23 15.108 1180 1183 1189 rBV 345846 464256 13.46% 2.340%
24 15.371 1203 1206 1210 rVB 77835 125416 3.63% 0.632%
25 15.851 1245 1248 1251 rBV 60485 118692 3.44% 0.598%

26 16.434 1293 1299 1302 rBV2 27376 64831 1.88% 0.327%

27 17.131 1355 1360 1369 rVB 21527 65655 1.90% 0.331%

28 17.988 1430 1435 1441 rVB2 19311 61720 1.79% 0.311%

29 19.040 1521 1527 1534 rBV3 11941 53832 1.56% 0.271%
Sum of corrected areas: 19839719
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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:\HPCHEM1I\BNA F\DATA\BF062216\

BF088260.D

22 Jun 2016 20:18

UM/SsJ

H3678-02

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088260.D
2000000
1500000] 172
6.75
5.19
6.&36
7.18
1000000
500000 6.60
k 4.73 A
B O | N U | N | Y | W0 | G 1 G
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088260.D
2000000 gl97 12.70
1500000
10.42
1000000
9.63
7.88
500000 112
9.37
0 10;\55
—— T et ——— A A  am e ! sy e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088260.D
2000000
1500000
1000000
13.74
500000 1511
60| 13.92 1422 1459 1496/ 1537 1585 16.43 17.13 17.99 19.04
O — — — e = A P T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088260.D

Aca On : 22 Jun 2016 20:18

Operator : UM/SJ

Sample : H3678-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 13.23 ng 261006 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 275 (4.730 min): BF088260.D (-272) (-) m/z 43.10 100.00%

43
59
5000
101

4.40 4.60 4.80 5.00

51 83
0...,....,....,....',':...,..-!I,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 65.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L LB L B LB |
440 4.60 4.80 5.00
m/z 101.10 24 .58%
o 3‘1 83 931C‘)1
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R REEEE RS
440 4.60 4.80 5.00
5000 41 m/z 58.00 17.50%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e ....,
43 4.40 4.60 480 5.00

m/z 41.10 8.87%

5000 101
28 59
15| | 2%
i \‘ “ I 51 ‘ ‘ /\/\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088260.D

Aca On : 22 Jun 2016 20:18

Operator : UM/SJ

Sample : H3678-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.36 Concentration Rank 2

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

6.36 77.63 ng 1531020 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 418 (6.364 min): BF088260.D (-417) (-) m/z 132.00 100.00%
132
5000 68
96 SRR SR L R
40 5y 28 06 6.00 6.20 6.40 6.60
01 e B m/z 68.10 42 .99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR SRR L I I
6.00 6.20 6.40 6.60
31 51 m/z 134.00 31.77%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.0 640 660
5000 m/z 66.10 27 .72%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 n
Abundance #52379: Tranylcypromine- proplonyl B e e R A
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.61%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN 1 W | S
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088260.D

Aca On : 22 Jun 2016 20:18

Operator : UM/SJ

Sample : H3678-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 5 Sulfurous acid, 2-propyl te...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.60 2.61 ng 84438 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
3 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 83
4 Eicosane 282 C20H42 000112-95-8 59
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 1051 (13.599 min): BF088260.D (-1049) (-) m/z 57.05 100.00%
57
5000 85 ’~_j\‘A~MJ¢A\vNV\_Ag/«~
e 13.20 13.40 13.60 13.80 14.00
o ey m/z 71.10 65.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
71
5000 U LA IR B
1320 13.40 13.60 13.80 14.00
m/z 43.05 61.04%
0 1 ‘m\“‘ | ! 125 168 197 231 261
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
13.20 13.40 13.60 13.80 14.00
5000 g5 m/z 85.10 44 _15%
29
o 113 141161183 211231253273 301323343 371 394414
m/z--> 50 100 150 200 250 300 350 400
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester . . e
43 1320 13.40 13.60 13.80 14.00
m/z 55.10 29.00%
o | /\//\A/.J\/\——\/\’A/‘
oL L 9\7 125 169 503 233
m/z--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80 14.00

8270-BF060716.-M Thu Jun 23 18:49:26 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088260.D

Aca On : 22 Jun 2016 20:18

Operator : UM/SJ

Sample : H3678-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl14.96 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.96 3.01 ng 69779 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 47

2 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 40

3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 38

4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 37
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 27

Abundance Scan 1170 (14.960 min): BF088260.D (-1167) (-) 73.05 100.00%
7 147 221
5000 281 355
429 14.60 14.80 15.00 1520
109 101 327 401
4 ,...:,'...,."...l,..-..l,.'...,-.-...,....,... m/z 147.10 91.90%

Ot bt

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147 221
73

5000 |||||||||||||||||||
14.60 14.80 15.00 15.20
17 191 m/z 221.10 91.66%
279
45 o W
ot =
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
e e
147 14.60 14.80 15.00 15.20
5000 267 m/z 281.10  45.64%
355 429
45 207
ottt
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl- R BN B E e m

14.60 14.80 15.00 15.20
m/z 355.10 41.06%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088260.D

Aca On : 22 Jun 2016 20:18

Operator : UM/SJ

Sample : H3678-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Cyclononasiloxane, octadeca... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.37 5.40 ng 125416 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 91
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 90
3 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 38
4 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 35

5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 35

Abundance Scan 1206 (15.371 min): BF088260.D (-1203) (-) m/z 73.05 100.00%

B 147 221
5000
281 355

429 =
109 il 503 15.00 15.20 15.40 15.60

Obrrreprbirrebd i) ..,....,...!,.!..;..L.,....,....,....,....,.. m/z 147.10 88.88%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
281

5000 ST TR T
15.00 15.20 15.40 15.60

m/z 221.10 86.75%

475

651
o} NSNS SN SNNE B I N O S ) ST A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
Pk
15.00 15.20 15.40 15.60
5000 81 o m/z 281.10 41.91%
443
o 36 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #128464: N-Benzyl-N-ethyl-p-isopropylbenzamide e L e A B
147 15.00 15.20 15.40 15.60
m/z 355.10 34.75%
5000 281
91
o \l‘ 190 53
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088260.D

Aca On : 22 Jun 2016 20:18

Operator : UM/SJ

Sample : H3678-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 10 Heptasiloxane, hexadecamethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.79 ng 64831 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 64
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
3 Trisiloxane., 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 27
4 3-Isopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 16
5 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N0O2Si2 1000079-52-1 16
Abundance Scan 1299 (16.434 min): BF088260.D (-1293) (-) m/z 221.10 100.00%
73 147 221
5000 281 355
\ 429 L
193L 16.20 16.40 16.60 16.80
o2 it ..,.'...\,...J - l,, m/z 147.10 87.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147
281 16.20 16.40 16.60 16.80
051 m/z 73.05 86 .54%
0 45 117 | 191 1] ‘ “\ h‘\ h ‘\\311L L\ “\371397 42\9 517
m/z--> 50 100 1éo 200 250 300 350 400 450 500
Abundance
147 221
73 ' 16.20 16.40 16.60 16.80
5000 m/z 355.10 45 _.65%
191
117 279
0 "??""I" "|""|"'%4Z' LS AL DRI WAL S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204095: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... L B
73 147 16.20 16.40 16.60 16.80
m/z 281.10 43.06%
281
- /\N\/‘/\j\\—«w
369
o ® 117 | 177°97 249 | 310338 |
m/z--> 5'0 100 150 200 251;0 300 350 400 450 500 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088260.D

Acq On : 22 Jun 2016 20:18

Operator : UM/SJ

Sample - H3678-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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... 4.73 13.2 ng 261006 1 6.60 394457 20.0
unknown6 .36 6.36 77.6 ng 1531020 1 6.60 394457 20.0
Sulfurous acid, 2... 13.60 2.6 ng 84438 5 13.74 648114 20.0
unknownl14 .96 14.96 3.0 ng 69779 6 15.11 464256 20.0
Cyclononasiloxane... 15.37 5.4 ng 125416 6 15.11 464256 20.0
Heptasiloxane, he... 16.43 2.8 ng 64831 6 15.11 464256 20.0
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