LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095213.D

Aca On : 18 May 2017 8:07

Operator : SJ/MA

Sample : 13192-01

Misc :

ALS Vial : 25 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-BF050217 .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 5.125 538 542 560 rBV 139229 334001 14.10% 1.834%
2 5.742 643 647 674 rBV 943429 2033401 85.85% 11.162%
3 7.313 910 914 930 rBVY 1266370 2013632 85.02% 11.054%
4 7.436 930 935 954 rVB 1568721 2368478 100.00% 13.002%
5 7.772 988 992 1006 rBV 392380 474791 20.05% 2.606%
6 8.007 1027 1032 1045 rBvV 1333043 1622290 68.50% 8.906%
7 8.666 1140 1144 1161 rBV 704304 1107786 46.77% 6.081%
8 9.789 1330 1335 1355 rBV 397942 614113 25.93% 3.371%
9 10.848 1510 1515 1520 rBV 81049 100122 4.23% 0.550%
10 11.560 1631 1636 1655 rBY 1726174 2311043 97.58% 12.687%
11 12.254 1750 1754 1766 rBV 192714 313339 13.23% 1.720%
12 12.348 1766 1770 1774 rVB 35061 42224 1.78% 0.232%
13 12.618 1812 1816 1832 rBV2 379399 617224 26.06% 3.388%
14 13.454 1954 1958 1963 rVB 26456 29695 1.25% 0.163%
15 13.918 2032 2037 2051 rBvV 573884 947203 39.99% 5.200%
16 14.224 2086 2089 2093 rBvV 32421 45312 1.91% 0.249%
17 14.960 2210 2214 2218 rBvV 25337 33324 1.41% 0.183%
18 15.024 2218 2225 2238 rVV2 296359 489776 20.68% 2.689%
19 15.618 2322 2326 2331 rBvV 22442 27022 1.14% 0.148%
20 15.983 2382 2388 2399 rBV5 13661 39085 1.65% 0.215%
21 16.818 2526 2530 2536 rBV 17962 24918 1.05% 0.137%
22 17.118 2577 2581 2590 rVB 22786 29669 1.25% 0.163%

23 17.342 2614 2619 2632 rBV 1416013 1651944 69.75% 9.068%
24 18.695 2845 2849 2863 rBV 332949 473481 19.99% 2.599%
25 19.812 3034 3039 3045 rVB 80289 89214 3.77% 0.490%
26 20.100 3083 3088 3094 rVB6 14336 24327 1.03% 0.134%
27 20.371 3130 3134 3144 rBV 243206 359118 15.16% 1.971%

Sum of corrected areas: 18216532
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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:\HPCHEMIN\BNA F\DATA\BF051717\

BF095213.D

18 May 2017  8:07

SJ/MA

13192-01

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .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:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095213.D

Aca On : 18 May 2017 8:07

Operator : SJ/MA

Sample : 13192-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3

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

5.12 14.07 ng 334001 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 541 (5.119 min): BF095213.D (-538) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.1 T T T
83.0 4.80 5.00 520 5.40

”.,”..,”..“..um..w..:L..”,..”,.”.,.”.J”..“ m/z 59.00 56.30%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 B e e
59.0 480 500 520 5.40

m/z 101.10 20.14%

15.0 101.0
31.0
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.80 5.00 5.20 5.40
5000 m/z 58.00 16.48%

55.0
27.0
150 10 830 980
A I o o o B S B L o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime

43.0 480 5.00 5.20 5.40
m/z 41.10 8.86%

5000
101.0
150 310 %80 690 860

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095213.D

Aca On : 18 May 2017 8:07

Operator : SJ/MA

Sample : 13192-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.44 Concentration Rank 1

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

7.44 99.77 ng 2368480 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 936 (7.442 min): BF095213.D (-930) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 HEESAREE A SR S
401 540 7.20 7.40 7.60 7.80
..,....,....,....,:...,.:..,..I.'...'..,??.9,..!.,.-:..,1.1.4.?,....,-'...,... m/z 68.10 34.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL UL I I
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32 .55%
'W“'W”'WtJhJ'WW'W'“W'“W'“W'”W'”W'”'P”'IM'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.05 20.65%
41.0 97.0
53.0
79.0 117.0
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.20 7.40 7.60 7.80

m/z 69.05 13.58%

5000
104.0
66.0
140 27.0 390 510 9° 7710 g94 || 1150
2 i OV /S RN L0 R

T | \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095213.D

Aca On : 18 May 2017 8:07

Operator : SJ/MA

Sample : 13192-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Cyclohexasiloxane, dodecame... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.85 3.26 ng 100122 Naphthalene-d8 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Cvclohexasiloxane. dodecamethyl- 444 C12H3606Si6  000540-97-6 91

2 Acetic acid. [Ibisl(trimethvlsilv... 356 C11H2905PSi3 053044-27-2 36
3 1.3.5.7.9-Pentaethvlcvclopentasi... 370 C10H3005Si5 017995-44-7 35
4 Morphinan. 7.8-didehydro-4.5-epo... 429 C23H35N03Si2 055449-66-6 18

5 Silane, trimethyl-[[(17.alpha.)-... 356 C23H360Si 056771-62-1 17
Abundance Scan 1515 (10.848 min): BF095213.D (-1510) (-) m/z 73.00 100.00%
73.0
5000 341.1
1471 4291 e RAEma e
2070 2509 2080 | 10.60 10.80 11.00 11.20
e I O o e e m/z 341.10 50.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #225656: Cyclohexasiloxane, dodecamethyl-
73.0
5000 LA L B L L L L L LB
3410 429.0 10.60 10.80 11.00 11.20
1470 : m/z 147.10 23.30%
150 | | \ 207.0  267.0 L ‘h 3810 |
L e T A maman e i S e S
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0 341.0
e
10.60 10.80 11.00 11.20
m/z 429.10 15.41%
5000 2510 297.0
133.0 211.0
40,0 167.0
LA A Ean
m/z--> 50 100 150 200 250 300 350 400
Abundance #196319: 1,3,5,7,9-Pentaethylcyclopentasiloxane A B e ma
341.0 10.60 10.80 11.00 11.20
m/z 325.00 14.98%
87.0
5000
281.0
44.0 197.0
S S SR W O PR O SR § RN —
m/z--> 50 100 150 200 250 300 350 400 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095213.D

Aca On : 18 May 2017 8:07

Operator : SJ/MA

Sample : 13192-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.81 4_.97 ng 89214 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 trans-Farnesol 222 C15H260 000106-28-5 59
Abundance Scan 3039 (19.812 min): BF095213.D (-3034) (-) m/z 69.05 100.00%
69.0
5000
| IJ[07,1137-1 1011 19.40 19.60 19.80 20.00 20.20
e ey e m/z 81.10 49.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 NN SRR
19.40 19.60 19.80 20.00 20.20
1370 m/z 41.00 18.82%
29.0" L | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1940 19/60 19.80 20.00 20.20
5000 m/z 95.00 14 .68%
107.0837:0 1910 2310 2730 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- A EaE e A RR R
69.0 19.40 19.60 19.80 20.00 20.20
m/z 68.10 12 .64%
5000
136.0
Z%OH \\ I jd\oﬁ"om l ‘177'0 215.0 248'0
m/z--> 50 100 150 200 250 300 350 400 19,40 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051717\
Data File : BF095213.D

Acq On : 18 May 2017 8:07

Operator : SJ/MA

Sample : 13192-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.12 14.1 ng 334001 1 7.77 474791 20.0
unknown? .44 7.44 99.8 ng 2368480 1 7.77 474791 20.0
Cyclohexasiloxane... 10.85 3.3 ng 100122 2 9.79 614113 20.0
Supraene 19.81 5.0 ng 89214 6 20.37 359118 20.0
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