LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098810.D

Aca On : 26 Sep 2017 4:45

Operator : SJ/JU

Sample : 15395-01

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-BF092317.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 2.222 19 23 34 rvVB 100189 147092 3.51% 0.412%
2 5.146 516 520 530 rVB 530140 719812 17.19% 2.018%
3 5.540 581 587 590 rBY 3419664 3897264 93.07% 10.928%
4 6.540 751 757 760 rBVY 3471866 4036992 96.40% 11.320%
5 6.687 776 782 785 rBVY 3978336 3954207 94.43% 11.088%
6 6.916 817 821 824 rBVY 1084820 924252 22.07% 2.592%
7 7.069 843 847 851 rBVY 3044881 2936962 70.14% 8.236%
8 7.475 911 916 919 rBVY 2306336 2436060 58.17% 6.831%
9 8.198 1034 1039 1042 rBV 1343092 1257921 30.04% 3.527%
10 9.269 1216 1221 1225 rBV 4082647 4187536 100.00% 11.742%

11 9.657 1283 1287 1291 rBV 561349 476075 11.37% 1.335%
12 9.951 1332 1337 1341 rVB2 1557472 1334964 31.88% 3.743%

13 10.375 1406 1409 1412 rVB 79520 59290 1.42% 0.166%
14 10.739 1464 1471 1474 rBV 2285780 2254905 53.85% 6.323%
15 10.845 1486 1489 1495 rBV 96860 90375 2.16% 0.253%
16 11.439 1586 1590 1593 rBV 1503351 1231851 29.42% 3.454%
17 11.951 1674 1677 1681 rBV 67846 62540 1.49% 0.175%
18 12.833 1824 1827 1831 rVB 61151 49523 1.18% 0.139%

19 13.027 1855 1860 1863 rBV 3216944 3269834 78.08% 9.169%
20 13.904 2006 2009 2019 rBV 401574 369654 8.83% 1.037%

21 14.074 2035 2038 2042 rVB 961325 843445 20.14% 2.365%

22 14.533 2113 2116 2122 rBV2 38244 48290 1.15% 0.135%

23 14.927 2179 2183 2187 rVB 56637 62918 1.50% 0.176%

24 15.568 2286 2292 2298 rBV 662275 849758 20.29% 2.383%

25 16.033 2367 2371 2375 rVB2 34833 44732 1.07% 0.125%

26 16.080 2375 2379 2385 rBV6 44151 73242 1.75% 0.205%

27 16.545 2456 2458 2465 rVB4 24072 42276 1.01% 0.119%
Sum of corrected areas: 35661770
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092517\

BF098810.D

26 Sep 2017  4:45

SJ/Ju

15395-01

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098810.D

Aca On : 26 Sep 2017 4:45

Operator : SJ/JU

Sample = 15395-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

2.22 3.18 ng 147092 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 23 (2.222 min): BF098810.D (-19) (-) m/z 73.10 100.00%
73.1

5000
43.0 550

-

87.0

2.20 2.30 2.40 2.50 2.60
il e e | M/Z 43.05  38.33%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 IR IURU IUMURE LRSI R
43.0 2.20 2.30 2.40 2.50 2.60
55.0 87.0 m/z 55.05 31.51%
29.0 ‘
'I""*‘I""‘IM""I""I""I'l"l'"'I""I""I""I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.00 26.44%

29.0
97.0 1120 129.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

-

Abundance #8363: 3-Hexanol, 2-methyl-
55.0 73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 12_.05%
5000
43.0
31.0
TR RN ! , 830 97.0 115.0
B LI B o e B S AR R s e e s SRR

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098810.D

Aca On : 26 Sep 2017 4:45

Operator : SJ/JU

Sample = 15395-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.15 15.58 ng 719812 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 521 (5.151 min): BF098810.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R R L
| 83.0 | 480 5.00 5.20 5.40
S M S S m/z 59.00 56.37%
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 L L L UL UL B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 19.78%
"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 58.00 16.46%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L L L L L
43.0 480 5.00 5.20 5.40
m/z 41.00 8.95%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098810.D

Aca On : 26 Sep 2017 4:45

Operator : SJ/JU

Sample = 15395-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 85.57 ng 3954210 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.692 min): BF098810.D (-776) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 R R L R
401 540 ‘ J 6.40 6.60 6.80 7.00
....';--..:-.,:L.'.'. S R | N m/z 134.00  33.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " e o
40 T o m/z 68.00 29.20%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
0o "ok 660 650 700
5000 ' m/z 66.00 18.66%
31.0 510
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EERE e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 11.73%
74.0
5000 ogo 160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B RS R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098810.D

Aca On : 26 Sep 2017 4:45

Operator : SJ/JU

Sample = 15395-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 8.77 ng 369654 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 2008 (13.898 min): BF098810.D (-2006) (-) m/z 57.00 100.00%

5000

%

13.60 13.80 14.00 14.20
m/z 43.05 97.07%

182.1207.9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

:

5000 LA L L L L L L L LB
13.60 13.80 14.00 14.20
m/z 55.00 91.96%
29.0 139.0
Lok gll "~ 167.0 196.0  238.0 266.0294.0
S M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
e e e
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 88.52%
29.0 139.0

167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #166292: Behenic alcohol T T A
55,0 83.0 13.60 13.80 14.00 14.20
m/z 97.05 80.71%
5000
23.0 139.0
L0 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092517\
Data File : BF098810.D

Acq On : 26 Sep 2017 4:45

Operator : SJ/JU

Sample - 15395-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.22 3.2 ng 147092 1 6.92 924252 20.0
2-Pentanone, 4-hy... 5.15 15.6 ng 719812 1 6.92 924252 20.0
unknown6 .69 6.69 85.6 ng 3954210 1 6.92 924252 20.0
1-Heneicosanol 13.90 8.8 ng 369654 5 14.07 843445 20.0
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