LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO072717\

Data File : BF097135.D

Aca On = 27 Jul 2017 21:09 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14422-09 72-12018-COMP

ALS Vial : 19 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-BF072517.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 4.628 462 466 475 rBV 142399 209410 8.78% 1.069%
2 4.704 475 479 486 rVB 36655 48924 2.05% 0.250%
3 5.087 540 544 563 rBY 2200774 2385882 100.00% 12.184%
4 5.745 652 656 659 rBV 24000 23941 1.00% 0.122%
5 6.151 720 725 739 rBVY 2195111 2374769 99.53% 12.128%
6 6.257 739 743 747 rBV 2196976 2114476 88.62% 10.798%
7 6.487 778 782 790 rVB 685735 589952 24.73% 3.013%
8 6.640 804 808 821 rBVY 1655956 1548439 64.90% 7.908%
9 7.051 874 878 887 rBVY 1331461 1315771 55.15% 6.719%
10 7.769 996 1000 1009 rBV 985481 838312 35.14% 4.281%

11 8.845 1178 1183 1187 rBV 2281153 2185510 91.60% 11.161%
12 8.981 1203 1206 1209 rBV 82574 69189 2.90% 0.353%
13 9.245 1247 1251 1256 rBV 268069 212761 8.92% 1.087%
14 9.516 1292 1297 1301 rBV 761087 753541 31.58% 3.848%

15 9.751 1334 1337 1342 rBV 37878 33280 1.39% 0.170%
16 10.298 1426 1430 1437 rVB 1200546 1111308 46.58% 5.675%
17 10.439 1446 1454 1455 rBvV2 43788 39242 1.64% 0.200%
18 10.986 1543 1547 1551 rVB 782171 653204 27.38% 3.336%
19 11.545 1638 1642 1649 rBvV2 63029 73284 3.07% 0.374%
20 12.051 1725 1728 1734 rVB 50995 52923 2.22% 0.270%
21 12.321 1771 1774 1781 rBV3 27959 36896 1.55% 0.188%
22 12.569 1812 1816 1820 rBV 1488857 1453076 60.90% 7.421%
23 13.486 1968 1972 1980 rBV 69053 99509 4.17% 0.508%
24 13.610 1989 1993 1997 rBV 672229 576438 24.16% 2.944%
25 14.115 2074 2079 2085 rBvV4 38658 60110 2.52% 0.307%
26 14.715 2179 2181 2186 rVB5 26407 28310 1.19% 0.145%
27 14.857 2198 2205 2207 rBV7 27921 75032 3.14% 0.383%
28 14.957 2218 2222 2227 rBV 535499 581636 24.38% 2.970%
29 16.257 2440 2443 2447 rVB5 28135 36537 1.53% 0.187%
Sum of corrected areas: 19581662
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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\BFO72717\

BF097135.D

27 Jul 2017 21:09

SJ/Ju

14422-09

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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\BFO072717\
Data File : BF097135.D

Aca On 27 Jul 2017 21:09

Operator : SJ/JU

Sample = 14422-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.63 7.10 ng 209410 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 466 (4.628 min): BF097135.D (-462) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 ARBAASERE LRSS RS SAN
420 4.40 4.60 4.80 5.00
el SO 80 "m/z 59.00 53.52%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN R R UL A
59.0 420 440 460 480 500
m/z 101.10 14.08%
..,...‘a:‘gll‘..o...‘,‘l...,..a.,....,....,8.3'.0..,9.3'.0.%?1..0...,.
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
420 440 460 480 500
5000 57.0 m/z 58.00 12.80%
29.0
101.0
"P'"I”"I"”I"'W""I”?%?'”'I"'W'"'P
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e REam R
59.0 420 4.40 4.60 4.80 5.00
m/z 40.95 9.17%
5000
41.0
el 200 ) 730 seo
m/z--> 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097135.D

Aca On 27 Jul 2017 21:09

Operator : SJ/JU

Sample = 14422-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.26 Concentration Rank 1

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

6.26 71.68 ng 2114480 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 743 (6.257 min): BF097135.D (-739) (-) m/z 132.00 100.00%
13%.0
5000 68.1
01 540 ®1 e 6k 60 ok
: e m/z 68.10 40.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR RS SRR AR S
6.00 6.20 6.40 6.60
310 5L0 ‘ m/z 134.00 32.68%
‘ L1 H | !
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 ko a0 om0 5k
5000 9go 1160 m/z 66.00 26.36%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T T
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.35%
117.0
5000
91.0
39.0 65.0 ‘ ‘
w“--u--W-rm--ﬁu-h-u“--lH-P‘-.--nu----u---- IS RSN RN R
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097135.D

Aca On 27 Jul 2017 21:09

Operator : SJ/JU

Sample = 14422-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 2.24 ng 73284 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1643 (11.551 min): BF097135.D (-1638) (-) m/z 60.00 100.00%

.0
5000 83.1 129.0

157.1 ---:------:-------
| 11. 20 11. 40 11. 60 11. 80

39 ..‘.."..|.||,..|.|.,|....,....,....,....,....,....,....,. m/z 73.00  99.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.20 11.40 11.60 11.80
4 VJ‘HV

157.0 1850 2130  256.0 m/z 57.00 97.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
B T
11.20 11.40 11.60 11.80
5000 129.0 m/z 41.05 81.10%
97.0 199.0
157.0 242.0
15.0 177.0
R B o B M RS Ean s b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R .
73.0 11.20 11.40 11.60 11.80
43.0 m/z 55.00 80.28%
5000 129.0
185.0 228.0
‘970
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097135.D

Aca On 27 Jul 2017 21:09

Operator : SJ/JU

Sample = 14422-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 3.45 ng 99509 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 90
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 n-Heptadecanol-1 256 C17H360 001454-85-9 87
5 1-Nonadecene 266 C19H38 018435-45-5 86
Abundance Scan 1973 (13.492 min): BF097135.D (-1968) (-) m/z 57.05 100.00%
57.0
83.1
5000

13.20 13.40 13.60 13.80
m/z 55.05 81.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #119523: 1-Octadecanol
=
580 &30
5000 111.0 L L L B
13.20 13.40 13.60 13.80
29.0 m/z 43.10 76.40%
e \H Ll 1890 168.0196.0 224.0252.0
T T T T e [ P [ R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
R N REEE SRS R
13.20 13.40 13.60 13.80
5000 111.0 m/z 83.10 59.51%
29.0 139.0

167.0 196.0  238.0 266.0 294.0

m@m’mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e A AN BEE T
13.20 13.40 13.60 13.80

m/z 41.05 48.19%

29.0

5000
| ‘

139.0
Jod b 167.0 195.0222.0 250.0 280.0 308.0 336.0
I e ——

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097135.D

Aca On 27 Jul 2017 21:09

Operator : SJ/JU

Sample = 14422-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.09 ng 60110 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 58
2 Octacosanol 410 C28H580 000557-61-9 58
3 1-Heptacosanol 396 C27H560 002004-39-9 52
4 17-Pentatriacontene 491 C35H70 006971-40-0 52
5 1-Eicosanol 298 C20H420 000629-96-9 50
Abundance Scan 2080 (14.121 min): BF097135.D (-2074) (-) m/z 57.00 100.00%
57.0
97.1
5000

12i3 0159.1 193.0 2811 13.80 14.00 14.20 14.40
i e m/z 43.10 61.53%

m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000 LA L L L L L B LB L |

13.80 14.00 14.20 14.40
m/z 97.10 58.27%

39.0
\?‘h | 1810 222.0252.0  308.0337.0
I i 1810 22202520 30803370

2oL L
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 IIIIIIIIIIIIIIIIIIIIIII
13.80 14.00 14.20 14.40
5000 m/z 55.05 54.13%
139.0
27.0 181.0 222.0252.0 292.0322.0 362.0392.0
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol e AREEEEEaSEE
57.0 197.0 13.80 14.00 14.20 14.40
m/z 41.10 44 .35%
5000
39.0
270 J | [l ) J [}, 1810 2220 26402940 3340 378.0
o — T e T R RS B S A
m/z--> 50 100 150 200 250 300 350 13 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097135.D

Aca On 27 Jul 2017 21:09

Operator : SJ/JU

Sample = 14422-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl4.86 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.86 2.58 ng 75032 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphetane. 1-chloro-2.2.3.4.4-... 194 C8H16CIOP 029276-11-7 27
2 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 22
3 1.3-Dioxolane. 4.5-dibutvl-2.2-b... 322 C13H20F602 038274-71-4 12
4 Fumaric acid. 4-cvanophenvl unde... 371 C22H29N04 1000344-81-9 12
5 6-Bromohexanoic acid, tridecyl e... 376 C19H37Br02 1000281-91-7 10
Abundance Scan 2206 (14.862 min): BF097135.D (-2198) (-) m/z 69.05 100.00%

43.0 69.0 970

5000

14.60 14.80 15.00 15.20
m/z 43.05 91.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #56777: Phosphetane, 1-chloro-2,2,3,4,4-pentamethyl-, 1-oxide
69.0
41.0 97.0
5000 IIIIIIIIIIIIIIIIIIIII
179.0 14.60 14.80 15.00 15.20
126.0 ‘ m/z 55.00 87 .36%
.‘.‘..‘,‘...‘.‘,.‘:.“‘..‘..,..‘l. “‘,1520“ N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55,0
83.0 M
290 14.60 14.80 15.00 15.20
5000 m/z 97.05 84 _.89%
111.0
139.0 227.0 286.0
Twwm‘mwwwwwmwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162353: 1,3-Dioxolane, 4,5-dibutyl-2,2-bis(trifluoromethy ... B EERR Bam e L
69.0 14.60 14.80 15.00 15.20

m/z 207.10 72 .43%

41.0
A 280.0 3210
P R & B o SRR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072717\
Data File : BF097135.D

Acq On 27 Jul 2017 21:09

Operator : SJ/JU

Sample : 14422-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.63 7.1 ng 209410 1 6.49 589952 20.0
unknown6 .26 6.26 71.7 ng 2114480 1 6.49 589952 20.0
n-Hexadecanoic acid 11.55 2.2 ng 73284 4 10.99 653204 20.0
1-Octadecanol 13.49 3.5 ng 99509 5 13.61 576438 20.0
n-Tetracosanol-1 14.12 2.1 ng 60110 5 13.61 576438 20.0
unknownl14 .86 14.86 2.6 ng 75032 6 14.96 581636 20.0
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