LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100758.D
Aca On - 21 Nov 2017 3:55 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?2?:'6 - 16535-04 RT-4252-RT-3025-RT-2342
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-BF110817.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 2.157 9 12 30 rvB3 58641 136468 5.98% 0.900%
2 4.481 404 407 413 rBB 26502 29931 1.31% 0.197%
3 5.092 507 511 522 rVB 204706 236411 10.36% 1.560%
4 5.487 574 578 582 rBVY 1151823 1054828 46.22% 6.959%
5 6.492 745 749 757 rBV 837513 738871 32.38% 4.875%

6 6.639 770 774 778 rBV 1743176 1710213 74.94% 11.283%
7 6.875 810 814 817 rBV 551501 479259 21.00% 3.162%
8 7.028 836 840 844 rBV 1714054 1614537 70.75% 10.652%
9 7.439 904 910 913 rBV 1210333 1270441 55.67% 8.382%
10 8.151 1027 1031 1035 rBV 683585 602388 26.40% 3.974%
11 9.227 1209 1214 1217 rBV 2409404 2281969 100.00% 15.055%
12 9.616 1277 1280 1284 rVB 93277 74179 3.25% 0.489%
13 9.910 1326 1330 1334 rBvV 661182 559339 24.51% 3.690%
14 10.621 1447 1451 1454 rBV 69257 60027 2.63% 0.396%

15 10.698 1460 1464 1467 rBV 1113492 948543 41.57% 6.258%

16 11.392 1579 1582 1586 rBV 515140 451271 19.78% 2.977%

17 11.910 1667 1670 1676 rBV 67079 66103 2.90% 0.436%
18 12.698 1800 1804 1810 rBV 39721 41369 1.81% 0.273%
19 12.980 1847 1852 1855 rBV 1840201 1679309 73.59% 11.079%
20 13.445 1921 1931 1937 rBV6 9178 24441 1.07% 0.161%

21 13.862 1998 2002 2010 rBV 153295 166666 7.30% 1.100%
22 14.033 2027 2031 2035 rVB 604833 515191 22.58% 3.399%
23 15.504 2276 2281 2287 rBV 319351 415499 18.21% 2.741%

Sum of corrected areas: 15157253
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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\BF112017\

BF100758.D

21 Nov 2017  3:55

SJ/JuU

16535-04

26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.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:\HPCHEM1I\BNA F\DATA\BF112017\

Data File : BF100758.D

Aca On - 21 Nov 2017 3:55

Operator : SJ/JU

3?22 le 16535-04 RT-4252-RT-3025-RT-2342
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.16 5.69 ng 136468 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 47
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 12 (2.157 min): BF100758.D (-9) (- m/z 73.05 100.00%
73.0
5000
43.0
550 87.1 N
oll] | 2.20 2.30 2.40 2.50 2.60
“m“wnwuw“wnwnw“wnwnn.”“anhwnwnw!wnwnwuwuw m/z 43.05 35.97%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.00 32.02%
29.0
“'“'W'“'P'“I“'W'“'P'“I“'h'ﬁﬁ'q'J'“I“'W'“'L'“I“'?Z“gl'll'ﬁe'q'v'“l“'W'
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
220 2.30 2.40 2.50 2.60
5000 m/z 87.10 24 . A7%
43.0
2.0 150 2905, 53.0 60.066.0 81.0 88.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol A B o
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 40.95 14 .05%
43.0
5000
27.0
'M“W“W“TE%QWmw“h“wmtiw“W“MJW“W“““*“ﬁﬁQW“w"w
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\

Data File : BF100758.D

Aca On - 21 Nov 2017 3:55

Operator : SJ/JU

3?22 le 16535-04 RT-4252-RT-3025-RT-2342
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3

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

5.09 9.87 ng 236411 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 511 (5.092 min): BF100758.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 U A L S SRR
| 83.1 | 480 5.00 520 5.40
"W”'W””I””w'”PJ'P”W'”W“'W””I””P'”P“'P”W'”W m/z 59.10 57.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR R R LRI I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 19.49%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.10 14.81%
29.0
87.0
15.0 71.0 98.0
mﬁwﬁmmmmw
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 R b
54.0 480 5.00 520 5.40
m/z 41.10 8.45%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l U R N S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\

Data File : BF100758.D

Aca On - 21 Nov 2017 3:55

Operator : SJ/JU

3?22 le 16535-04 RT-4252-RT-3025-RT-2342
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.64 Concentration Rank 1

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

6.64 71.37 ng 1710210 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 774 (6.639 min): BF100758.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSP SRS SRR R
401 540 6.40 6.60 6.80 7.00
..,....,....,....,“.'...,:!..,.:l-.'...'..,f.‘?.?,..!.,.’rﬂ?,o....,...., I m/z 68.10 40.07%
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 U IR I R I
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.60%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.68%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole TT T IAI L BLELELELE BN B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.40%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100758.D

Aca On : 21 Nov 2017 3:55

Operator : SJ/JU

Sample : 16535-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 7

RT-4252-RT-3025-RT-2342

R.T. EstConc Area Relative to ISTD R.T.
10.62 2.15 ng 60027 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Azobenzene 182 C12H10N2 000103-33-3 59
3 .beta.-Benzilmonoxime 225 C14H11NO2 014090-77-8 43
4 N-Methoxv-N-methylbenzamide 165 C9H11NO2 006919-61-5 43
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43

Abundance Scan 1451 (10.621 min): BF100758.D (-1447) (-) m/z 105.00 100.00%
106.0
77.0 182.1
5000
51.0 SN | N S
152.0 10.40 10.60 10.80 11.00
R o T o R I o i m/z 182.10 60.75%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47243: Benzophenone
105.0
77.0 182.0
5000 RN B SR R
10.40 10.60 10.80 11.00
51.0 m/z 77.00 58.94%
27.0 1! 126.0 152.0 I
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77.0
o 0/ 10160 1080 1150
5000 m/z 51.00 23.87%
51.0 105.0
27.0 1280 1920
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81844: .beta.-Benzilmonoxime et
105.0 10.40 10.60 10.80 11.00
m/z 183.10 10.04%
5000 77.0
51.0
“ ! | 122.0139.0 164.0180.0 225.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\

Data File : BF100758.D

Aca On - 21 Nov 2017 3:55

Operator : SJ/JU

3?22 le 16535-04 RT-4252-RT-3025-RT-2342
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.91 2.93 ng 66103 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1670 (11.910 min): BF100758.D (-1667) (-) m/z 43.05 100.00%

430 730
5000
671 129.0
| H ||| ‘ ‘ 1571 1852 2132 256.2 1160 1180 12.00 12.20

SRSSSSNY PR )Y R R R O A Nt m/z 73.00 96.88%

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

11.60 11.80 12.00 12.20

0
1570 1ggo 2130 2560 m/z 60.00 84.60%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
_l_l—rl_l_l_l—l_l_l'
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 80.40%
97.0 199.0
157.0 242.0
15.0 177.0
L L i B R e R R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 72.89%
5000 1290
185.0 228.0
‘970
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\

Data File : BF100758.D

Aca On - 21 Nov 2017 3:55

Operator : SJ/JU

3?22 le 16535-04 RT-4252-RT-3025-RT-2342
ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.47 ng 166666 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2002 (13.862 min): BF100758.D (-1998) (-) m/z 57.05 100.00%
57.0 83.0
"B | 13.60 13.80 14.00 14.20
- m/z 43.10 99.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
550 83.0 \VMMM“KJuAauMMA
5000 U U BN SUNURN SR
13.60 13.80 14.00 14.20
29.0 m/z 55.05 98.57%
' 139.0
Ll 167.0 196.0  238.0266.0 294.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
97.0 ' 13.60 13.80 14.00 14.20
5000 m/z 83.05 85.55%
29.0 125.0
154.0 196.0224.0 269.0 320.0
WWTWWWWWWWWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate T
13.60 13.80 14.00 14.20
m/z 97.10 78.75%
5000
29.0 125.0 KMM&J\R”\Jwvﬁﬂm
154.0 182.0 210.0 238.0  283.0 334.0

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112017\

Data File : BF100758.D

Acq On : 21 Nov 2017 3:55

Operator : SJ/JU

3?22 le - 16535-04 RT-4252-RT-3025-RT-2342
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
Butane, 2-methoxy... 2.16 5.7 ng 136468 1 6.87 479259 20.0
2-Pentanone, 4-hy... 5.09 9.9 ng 236411 1 6.87 479259 20.0
unknown6 .64 6.64 71.4 ng 1710210 1 6.87 479259 20.0
Benzophenone 10.62 2.1 ng 60027 3 9.91 559339 20.0
n-Hexadecanoic acid 11.91 2.9 ng 66103 4 11.39 451271 20.0
1-Heneicosanol 13.86 6.5 ng 166666 5 14.03 515191 20.0
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