LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095214.D

Aca On : 18 May 2017 8:39

Operator : SJ/MA

Sample = 13192-02

Misc :

ALS Vial : 26 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 5.119 538 541 559 rBV 142765 325725 15.71% 1.988%
2 5.743 643 647 684 rBV 779405 1804915 87.04% 11.017%
3 7.313 910 914 930 rBV 972897 1784504 86.06% 10.893%
4 7.437 930 935 952 rVB 1378420 2073595 100.00% 12.657%
5 7.772 988 992 1002 rBV 403282 477034 23.01% 2.912%

8.007 1027 1032 1044 rBV 1207350 1450459 69.95% 8.854%
8.666 1140 1144 1161 rBV 653463 1041172 50.21% 6.355%
9.789 1330 1335 1356 rBvV 407057 620142 29.91% 3.785%
71160 84547 4.08% 0.516%
11.560 1631 1636 1661 rBY 1290012 1907489 91.99% 11.643%
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11 12.254 1750 1754 1765 rBV 237116 396311 19.11% 2.419%
12 12.342 1765 1769 1775 rVB 161322 200974 9.69% 1.227%
13 12.619 1812 1816 1834 rBV2 397285 608250 29.33% 3.713%
14 13.454 1955 1958 1962 rBV 20290 21123 1.02% 0.129%
15 13.919 2033 2037 2053 rBvV 464104 817947 39.45% 4._.993%

16 14.224 2085 2089 2092 rBV 22584 27693 1.34% 0.169%
17 14.960 2208 2214 2218 rBV 18335 22375 1.08% 0.137%
18 15.024 2218 2225 2237 rBV 311444 474433 22.88% 2.896%
19 17.342 2614 2619 2635 rBV 1098025 1358823 65.53% 8.294%
20 18.695 2845 2849 2862 rVB 334672 479330 23.12% 2.926%

21 19.812 3035 3039 3043 rBvV 40672 42107 2.03% 0.257%
22 20.371 3130 3134 3145 rBV 243548 363532 17.53% 2.219%

Sum of corrected areas: 16382480
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095214.D

Aca On : 18 May 2017 8:39

Operator : SJ/MA

Sample = 13192-02

Misc :

ALS Vial : 26 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

Abundance TIC: BF095214.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095214.D

Aca On : 18 May 2017 8:39

Operator : SJ/MA

Sample = 13192-02

Misc :

ALS Vial : 26 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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.12 13.66 ng 325725 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 541 (5.119 min): BF095214.D (-538) (-) m/z 43.00 100.00%

43.0
59.1
5000

101.1 rrrrrrp T Ty
83.0 480 5.00 520 5.40

...,....,....,....-,':...,..:!,....,....,.:..,....~,|....,....,....,....,...., m/z 59.10 58.47%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000

4.80 5.00 5.20 5.40

41.0 0
20,0 101.0 m/z 101.10 20.18%
..w.”WHJHM.ﬂﬂnwnwu”.J%QW§QR”.wh.w”.w”.w”.w”.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R e A RAREY
4.80 5.00 5.20 5.40
m/z 58.00 15.25%
5000 59.0
15.0 101.0
31.0 83.0
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 5.20 5.40

m/z 41.10 8.96%

5000 41.0 k
1l |70 1260 1420

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

8270-BF050217.M Thu May 18 17:39:22 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095214.D

Aca On : 18 May 2017 8:39

Operator : SJ/MA

Sample = 13192-02

Misc :

ALS Vial : 26 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 86.94 ng 2073600 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 936 (7.442 min): BF095214.D (-930) (-) m/z 132.00 100.00%
132.0
5000 A
68.1
200 540 || g0 %° 5 T 7k 780
: B E e m/z 68.10 35.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RIS AL S I I
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.64%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.00 20.42%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80
m/z 96.00 13.54%
74.0
5000 9go 1160 jk
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SN A CS—
m/z--> 40 60 80 100 120 140 160 180 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 : BF095214.D

Aca On : 18 May 2017 8:39

Operator : SJ/MA

Sample = 13192-02

Misc :

ALS Vial : 26 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 2.73ng 84547  Naphthalene-ds8 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si6  000540-97-6 91

2 Acetic acid. [Ibisl(trimethvlsilv... 356 C11H2905PSi3 053044-27-2 40

3 1.3.5.7.9-Pentaethvilcvclopentasi... 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): BF095214.D (-1510) (-) m/z 73.10 100.00%
73.1
341.1
5000
e I s p ey
207.0 251.0 : . : :
b T as10 2ea9 | ] ) m/z 341.10 52.49%
miz--> 50 100 150 200 250 300 350 400
Abundance #225656: Cyclohexasiloxane, dodecamethyl-
73.0
5000 LA L I L L L L L LB
3410 429.0 10.60 10.80 11.00 11.20
1470 : m/z 147.00 24.17%
150 | \ 2070 267.0 L ‘h 3810 |
P P T T T T T e T e
miz--> 50 100 150 200 250 300 350 400
Abundance
73.0 341.0
SAREEENNERY ) SR 1
10.60 10.80 11.00 11.20
0
5000 oo 2970 m/z 429.20 18.20%
133.0 211.0
40.0 167.0
e = L e S B
miz--> 50 100 150 200 250 300 350 400
Abundance #196319: 1,3,5,7,9-Pentaethylcyclopentasiloxane L
341.0 10.60 10.80 11.00 11.20
m/z 342.00 17 .03%
87.0
5000
281.0
44.0 197.0
S - PR V1 IO PR I SN | S
miz--> 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 : BF095214.D

Aca On : 18 May 2017 8:39

Operator : SJ/MA

Sample = 13192-02

Misc :

ALS Vial : 26 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 Cycloheptasiloxane, tetrade... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.34  6.61ng 200974  Acenaphthene-d10 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvcloheptasiloxane. tetradecamet... 518 C14H4207Si7 000107-50-6 72
2 Hexasiloxane. 1.1.3.3.5.5.7.7.9.... 430 C12H3805Si6 000995-82-4 50
3 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 47
4 2-(27 .47 .47 .67 .6".8".8"-Heptamet... 652 C16H48010Si9 145344-72-5 38
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 37

Abundance Scan 1769 (12.342 min): BF095214.D (-1765) (-) m/z 72.95 100.00%
73.0
147.1
5000 2811
2211 3270 LA LI L L L L B L L LB B
- | 415.1 503.1 12.00 12.20 12.40 12.60
e T S S S m/z 147.05 57.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236968: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0
147.0
5000 LI L L L L L L LB B
327.0 415.0 503.0 12.00 12.20 12.40 12.60
m/z 281.10 47 .35%
221.0 ‘ ‘
cHN WO SR SN W Y- -1 1 ' SN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
i
12.00 12.20 12.40 12.60
5000 m/z 327.00 18.21%
207.0 281.0
133.0
341.0
28.0 415.0
R L AL e e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #128464: N-Benzyl-N-ethyl-p-isopropylbenzamide R e R
147.0 12.00 12.20 12.40 12.60
m/z 282.10 12.97%
5000 281.0
91.0
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095214.D

Aca On : 18 May 2017 8:39

Operator : SJ/MA

Sample = 13192-02

Misc :

ALS Vial : 26 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 6 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.81 2.32 ng 42107 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 74
2 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
4 Saualene 410 C30H50 000111-02-4 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 59
Abundance Scan 3039 (19.812 min): BF095214.D (-3035) (-) m/z 69.00 100.00%

69.0
5000

| 104.9631117-1 103.0 2401 280.9 19.40 19/60 19:80 20.00 20.20
el P P S+ m/z 81.00  50.40%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0

5000 R EREEEEEEEE e
19. 40 19. 60 19. 80 2000 20. 20

m/z 41.10 20.64%

137.0
29.0 | | 1050 |, 191.0 231.0 273.0 341.0 410.0
T e T T T T T T T T T [T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
R A i
19.40 19.60 19.80 20.00 20.20
5000 m/z 94.95 14 .48%
107.0
29.0 161.0 204.0 272.0
e e e LA o B o o S 0 0 LA A e s e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LI e e e
69.0 19.40 19.60 19.80 20.00 20.20
m/z 68.00 14 .09%
5000
111 0
2?-‘\‘“ AL, u ! L? 1920 2310 2730 3150 384.0 | A I
I A I B AL e B e o e o A
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 : BF095214.D

Acq On : 18 May 2017 8:39

Operator : SJ/MA

Sample - 13192-02

Misc :

ALS Vial : 26 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]
Propane, 2-methyl... 5.12 13.7 ng 325725 1 7.77 477034 20.0
unknown? .44 7.44 86.9 ng 2073600 1 7.77 477034 20.0
Cyclohexasiloxane... 10.85 2.7 ng 84547 2 9.79 620142 20.0
Cycloheptasiloxan... 12.34 6.6 ng 200974 3 12.62 608250 20.0
Supraene 19.81 2.3 ng 42107 6 20.37 363532 20.0
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