LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Aca On - 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF122419 .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 5.051 501 504 516 rVB 269756 342803 10.61% 1.418%
2 5.469 571 575 597 rBVY 1850429 1829153 56.64% 7 .564%
3 6.487 744 748 761 rBVY 2012707 1930231 59.77% 7.982%
4 6.622 767 771 783 rVB 2561350 2104045 65.15% 8.700%
5 6.851 806 810 819 rBV 769199 626214 19.39% 2.589%
6 7.004 833 836 846 rBY 1723484 1665441 51.57% 6.887%
7 7.416 902 906 922 rBVY 1282004 1218849 37.74% 5.040%
8 8.139 1025 1029 1045 rBV 803955 822091 25.46% 3.399%
9 9.216 1208 1212 1228 rBvV 3026483 2639393 81.73% 10.914%
10 9.616 1276 1280 1290 rBV 83425 93417 2.89% 0.386%

11 9.898 1324 1328 1346 rBV 1078091 992104 30.72% 4.102%
12 10.692 1459 1463 1479 rBV 1695316 1758054 54.44% 7.270%
13 11.392 1578 1582 1592 rBV 1096445 1071242 33.17% 4._.430%
14 11.916 1668 1671 1687 rBV 150415 193056 5.98% 0.798%
15 12.980 1848 1852 1856 rBV 3593472 3229541 100.00% 13.354%

16 13.663 1954 1968 1979 rvB8 111216 477950 14.80% 1.976%
17 13.874 2001 2004 2014 rBV 250510 413349 12.80% 1.709%
18 14.045 2029 2033 2043 rBV 1073946 1055719 32.69% 4 _.365%

19 14.192 2055 2058 2067 rVB2 47692 62564 1.94% 0.259%
20 14.498 2107 2110 2113 rBV 73143 72839 2.26% 0.301%
21 14.792 2157 2160 2161 rBV 88085 81704 2.53% 0.338%
22 14.886 2172 2176 2180 rVB 80117 83214 2.58% 0.344%

23 15.151 2217 2221 2225 rBV 97766 108974 3.37% 0.451%
24 15.539 2281 2287 2297 rVB 760877 1064793 32.97% 4.403%

25 15.974 2357 2361 2367 rVB4 59666 93064 2.88% 0.385%

26 16.057 2369 2375 2378 rBV7 36519 77757 2.41% 0.322%

27 16.492 2444 2449 2459 rVB4 36417 75820 2.35% 0.314%
Sum of corrected areas: 24183381
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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:\svoasrv\HPCHEM1I\BNA F\Data\BF122819\

BF118374.D

28 Dec 2019 19:25

Ju

K6439-04

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Aca On - 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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.

5.05 10.95 ng 342803 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 504 (5.051 min): BF118374.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101
51 ] 83 480 5.00 520 5.40
| m/z 59.05 61.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- jL
43
5000 LA UL UL L I
59 480 500 520 5.40
m/z 101.00 24 _.91%
"|“'”3}'“W”'“|"‘Iw"'l'“'|§?“|9§'}ﬁ{"l”"|'“'|"“|"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 14 .94%
68
"I”"I"“H'L"P"'I'”'I"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one R B s ina
43 480 5.00 520 5.40
m/z 41.10 10.06%
5000
55
“l"??l'?ﬁn""|""ﬁ%"7}“'|§?"|"?ﬁ'"'l'“'l""l"“l""l I R RN LR 'A'
m/z--> 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:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Aca On - 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.62 67.20 ng 2104050 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 771 (6.622 min): BF118374.D (-767) (-) m/z 132.00 100.00%
5000 68

I

40 &y 7 g7 %6 5115 6.|20 6.2.0 6.|60 6.|80 7.|00
o N m/z 68.10 35.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

i
LIS L L L L L L L

6.I20 6.40 6.60 6.80 7.00
m/z 134.00  33.23%

5000

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 T BRam e )
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.95%
31 51 &
e e
m/z--> 40 60 80 100 120 140 160 180 K
Abundance #52379: Tranylcypromine-propionyl T BEaa e ]
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.36%
116
5000 98
S VB '~ T ™ S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Aca On - 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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.

11.92 3.60 ng 193056 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62

Abundance Scan 1672 (11.921 min): BF118374.D (-1668) (-) m/z 73.00 100.00%

43 60 [
5000 129

11.60 11.80 12.00 12.20
m/z 60.00 80.31%

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

60 73

5000 129 ..................,
11.60 11.80 12.00 12.20

m/z 43.00 76.77%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73

11.60 11.80 12.00 12.20
5000 m/z 57.10 68.54%

29
7 115 1
| ‘\ \ﬁ\ o | ‘ 143157 | 18564

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20

43 m/z 55.05 66.24%
T7 01115 | 143 171
10 13157 171 | 199 215

m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

129 71 214

5000 129

185 228
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Aca On - 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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-Formyl-2,2-dimethyl-3-cis... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.66 9.05 ng 477950 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Formvl-2.2-dimethvl-3-cis-(2-m... 220 C15H240 1000144-10-0 59
2 1-Hvdroxvmethvl-2-methvl-1-cvclo... 126 C8H140 029474-11-1 53
3 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
4 [1.3.410xadiazole. 2-amino-5-(4-... 179 C8H6FN30 1000316-48-2 43
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 38
Abundance Scan 1968 (13.663 min): BF118374.D (-1954) (-) m/z 69.00 100.00%
% 95 123
5000 41
163 205
232 273 SR DA BN UL R
4 | 302 411 13.40 13.60 13.80 14.00
A L4 "m/z 123.10  79.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #77627: 1-Formyl-2,2-dimethyl-3-cis-(2-methyl-but-2-enyl)-...
69
5000 RN BN SUGLI UL
109 13.40 13.60 13.80 14.00
205 m/z 95.10 79.24%
e L
miz--> 50 100 150 200 250 300 350 400
Abundance #11484: 1-Hydroxymethyl-2-methyl-1-cyclohexene
%
13.40 13.60 13.80 14.00
5000] 41 67 m/z 109.10 71.39%
126
'J'ﬂ“kw' "M'I""I""I""I""I""I"
miz--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan B B R B S
109 13.40 13.60 13.80 14.00
45 m/z 55.05 55.19%
137 218
5000
8 160
189
thlkl‘l}lllll:lllll ||||||||||||||||| |||||||||||||||||||||||
miz--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Aca On - 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.83 ng 413349 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2003 (13.868 min): BF118374.D (-2001) (-) m/z 83.00 100.00%
2000 'JW
'13.60 13.80 14.00 14.20
m/z 55.05 99.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
56
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
29 m/z 43.10 92 .44Y%
1 167182 210 238 264280 308
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
'13.60 13.80 14.00 14.20
5000 m/z 57.05 91.19%
29
PN 139 167182 210 238 266 204
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 L B M
55 83 13.60 13.80 14.00 14.20
m/z 69.10 89.70%
5000
29
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 13!60 13)80 14J00 14!20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Aca On - 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.05 ng 108974 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91
Abundance Scan 2221 (15.151 min): BF118374.D (-2217) (-) m/z 57.05 100.00%
g7
85
5000
L “us Wow W xam  ws 1480 15,00 15,20 15140 "
i Dd et iy 29281 3% m/z 71.10 80.38%
m/z--> 50 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
7
85
5000 N S SULBLL UL B B
14.80 15.00 15.20 15.40
140 m/z 43.10 66.31%
29 111 168
P L T 207 200 267
m/z--> 50 160 150 200 250 300 350 400
Abundance #129491: Eicosane
g7
14.80 15.00 15.20 1540
5000 85 m/z 85.05 56.69%
29
A | (M3 141 169 197 225 p53 282

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B B R

57 14.80 15.00 15.20 15.40
m/z 55.00 24 _A7%

5000 85
113
29| 1 J | 141 169 197 225 253 281 309 337 365 393 422

e D s s R LA s B A

m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118374.D

Acq On : 28 Dec 2019 19:25

Operator : JU

Sample - K6439-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.05 10.9 ng 342803 1 6.85 626214 20.0
unknown6 .62 6.62 67.2 ng 2104050 1 6.85 626214 20.0
n-Hexadecanoic acid 11.92 3.6 ng 193056 4 11.39 1071240 20.0
1-Formyl-2,2-dime... 13.66 9.1 ng 477950 5 14.04 1055720 20.0
Behenic alcohol 13.87 7.8 ng 413349 5 14.04 1055720 20.0
Nonadecane, 9-met... 15.15 2.0 ng 108974 6 15.54 1064790 20.0
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