LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117502.D

Aca On : 23 Oct 2019 23:50

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 21 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-BF101819.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 3.716 272 277 284 rBV 8735 14845 1.21% 0.140%
2 5.351 552 555 578 rBY 1011311 1075107 87.91% 10.159%
3 6.381 726 730 747 rBVY 1196864 1220753 99.82% 11.535%
4 6.504 747 751 759 rVV 1345108 1222916 100.00% 11.556%
5 6.734 787 790 802 rBV 253311 254736 20.83% 2.407%
6 6.887 812 816 830 rBVY 1006199 857369 70.11% 8.101%
7 7.298 882 886 906 rBV 739861 727219 59.47% 6.872%
8 8.010 1004 1007 1016 rBV 330115 326293 26.68% 3.083%
9 9.086 1186 1190 1193 rBVY 1420214 1147228 93.81% 10.840%
10 9.481 1254 1257 1267 rBB 112836 91572 7.49% 0.865%

11 9.763 1301 1305 1321 rBB 476996 402260 32.89%% 3.801%
12 10.557 1436 1440 1456 rBV 742977 769823 62.95% 7.274%
13 11.245 1554 1557 1560 rBvV2 392109 362129 29.61% 3.422%

14 11.780 1644 1648 1655 rBV 53368 61400 5.02% 0.580%
15 12.463 1762 1764 1772 rVB 38146 35651 2.92% 0.337%
16 12.692 1798 1803 1807 rBV 30709 35852 2.93% 0.339%

17 12.827 1822 1826 1830 rBV 990360 947271 77.46% 8.951%
18 13.733 1976 1980 1995 rBV2 90187 199487 16.31% 1.885%
19 13.886 2003 2006 2018 rVB 248998 288280 23.57% 2.724%

20 14.345 2080 2084 2088 rBV 22077 20168 1.65% 0.191%
21 14.398 2088 2093 2096 rVV6 9530 16089 1.32% 0.152%
22 14.645 2128 2135 2138 rBV 23322 25934 2.12% 0.245%
23 14.710 2143 2146 2153 rVB 74852 71565 5.85% 0.676%
24 14.915 2178 2181 2185 rBV2 11254 16406 1.34% 0.155%
25 14.957 2185 2188 2192 rVB2 27525 31253 2.56% 0.295%
26 15.315 2244 2249 2258 rBV 211313 286374 23.42% 2.706%
27 15.715 2313 2317 2321 rVB2 18661 23808 1.95% 0.225%
28 15.798 2326 2331 2332 rBV3 13059 16437 1.34% 0.155%
29 16.186 2393 2397 2401 rBv4 8314 14989 1.23% 0.142%
30 16.904 2509 2519 2523 rBVS 6583 19631 1.61% 0.185%
Sum of corrected areas: 10582845
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117502.D

Aca On : 23 Oct 2019 23:50

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117502.D
1400000 6.50

1200000 6.38

1000000 5.35 6.89

800000 730
600000
400000

200000
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF117502.D
1400000 909
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600000
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF117502.D
1400000

1200000
1000000
800000
600000

400000
13.89 15.32

200000
13.73 14.71
14840 1&%& 149996 1518280  16.19 16.90
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117502.D

Aca On : 23 Oct 2019 23:50

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.50 96.01ng 1222020  1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tranvicvpromine-propionvl 189 C12HI5NO 1000123-86-3 10

2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 750 (6.498 min): BF117502.D (-747) (-) m/z 132.00 100.00%
5000 68
© st |l 77 0 ros J "ol 60 650 6bo
£ e LA~ m/z 68.10 48.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 3
74
5000 g 1O S AR AR AR AR
6.20 6.40 6.60 6.80
m/z 66.00 31.67%
8 7 158 189
m/z--> 20 40 60 80 100 120 14|10 1é0 1E|30
Abundance #14396: 1,2,4-Trifluorobenzene
132
620 640 6.60 630
5000 m/z 134.00 31.03%
63 81
31 101 112
.|..‘. - ..58;‘,“.‘7.2“.i‘. lg.z. |‘-‘- I - L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene ———
132 6.20 6.40 6.60 6.80
m/z 69.00 20.01%
5000
63 81
3\1 5\0 1 w\‘ M72‘ ‘\ \92 10‘]-\1]‘-\2 ‘
m/z--> 2|0 4|0 I 8|0 1(|)0 12|O 14|10 1é0 1E|30 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117502.D

Aca On : 23 Oct 2019 23:50

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.39 ng 61400 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1648 (11.780 min): BF117502.D (-1644) (-) m/z 73.00 100.00%
7B
43 0
5000 129
| H T“ g 15 | gpuramiss 28 ulioaksmsowo |
SN IR S O N A Y Y BN m/z 60.00 72.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000 29 I""I""I'A"'I""III
11.40 11.60 11.80 12.00
129 m/z 43.10 66.75%
85 256
8 115 | 143157171185 199 213 227939

III.III III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid

43 60 73

29
“ H‘\ H‘u‘
T T T

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

%

11.40 11.60 11.80 12.00
m/z 55.00 61.26%

5000

%

Abundance #84453: Tetradecanoic acid
60 78 11.40 11.60 11.80 12.00
43 m/z 41.10 60.93%
5000 129
185 228
8 115 | 143 171 ‘
. \,_,,\ i M\ PL L e | amgg |

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117502.D

Aca On : 23 Oct 2019 23:50

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 13.84 ng 199487 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 83
3 1-Docosene 308 C22H44 001599-67-3 76
4 n-Tetracosanol-1 354 C24H500 000506-51-4 74
5 1-Heneicosanol 312 C21H440 015594-90-8 70
Abundance Scan 1979 (13.727 min): BF117502.D (-1976) (-) m/z 57.10 100.00%
5000 111
| l139 13.40 13.60 13.80 14.00
L — m/z 83.10 83.00%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43
83
5000
111 13.40 13.60 13.80 14.00
m/z 68.95 74.13%
139 182210
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
13.40 13.60 13.80 14.00
5000 83 m/z 97.10 73.45%
111
\ i 139167 196 224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #151538: 1-Docosene
55 13.40 13.60 13.80 14.00
o m/z 43.05 72.59%
5000
29
J st
N ‘ | 153181 308
mz-> 0 50 100 150 200 250 300 350 400 450 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117502.D

Aca On : 23 Oct 2019 23:50

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.71 5.00 ng 71565 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 Farnesol. acetate 264 C17H2802 1000352-67-2 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
Abundance Scan 2146 (14.710 min): BF117502.D (-2143) (-) m/z 69.05 100.00%
69

5000
41

95

(

121 14.40 14.60 14.80 15.00
149 175 208
- ~.l.-|l-,-h.-.|'.-'.",....,....,.... e — m/z 80.95 53.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LA L L L L L LB L |
14.40 14.60 14.80 15.00
41 m/z 41.00 21.20%
|,,l | d 117 ] 163 101 217 245 273 299 341 367 410
it A o e e e e e e e I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
R R R R N
14.40 14.60 14.80 15.00
s000] 4L m/z 95.10 16.77%
95
L u ;17 , 161 191 217 273 299 341 367 410

il = s S =L
m/z--> 50 100 150 200 250 300 350 400 ool

Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R REEEEEEm
69 14.40 14.60 14.80 15.00

m/z 68.00 12.67%

]

5000 41
93

Cl J‘\ L %h@ | 161 192 231 273 315341 384

T
m/z--> 50 100 150 200 250 300 350 400 14. 40 14.60 14.80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117502.D

Aca On : 23 Oct 2019 23:50

Operator :© JU

Sample = K5497-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.18 ng 31253 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2189 (14.963 min): BF117502.D (-2185) (-) m/z 71.00 100.00%
7
43
5000
99
| 127 147 281 14.60 14.80 15.00 15.20
RAsamsamssasnas m/z 57.00 89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
5000 85 N SR BB UL SR B
14.60 14.80 15.00 15.20
4 ‘ 113 m/z 85.10 73.53%
211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85 14.60 14.80 15.00 15.20
5000 m/z 43.05 66.22%
4
113
‘ N R 197 225 25368 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance #105886: Octadecane R R EmEEE L
57 14.60 14.80 15.00 15.20
m/z 69.00 34 .35%
5000 85
4

113 14 169 197 225 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102319\
Data File : BF117502.D

Acq On : 23 Oct 2019 23:50

Operator : JU

Sample - K5497-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 96.0 ng 1222920 1 6.73 254736 20.0
n-Hexadecanoic acid 11.78 3.4 ng 61400 4 11.25 362129 20.0
Trichloroacetic a... 13.73 13.8 ng 199487 5 13.89 288280 20.0
Supraene 14.71 5.0 ng 71565 6 15.32 286374 20.0
Tridecanol, 2-eth... 14.96 2.2 ng 31253 6 15.32 286374 20.0
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