LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 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-BF091319.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 5.440 566 570 585 rBV 772163 837002 31.75% 4.951%
2 6.451 738 742 756 rBV 584535 596856 22.64% 3.530%
3 6.592 762 766 769 rBY 2018574 1727259 65.52% 10.216%
4 6.822 801 805 814 rBV 488448 409761 15.54% 2.424%
5 6.981 827 832 835 rBVY 1850479 1613149 61.20% 9.541%
6 7.381 896 900 917 rBV 1227661 1344262 51.00% 7.951%
7 8.104 1019 1023 1039 rBV 473467 525358 19.93% 3.107%
8 9.175 1201 1205 1208 rBV 2869980 2508309 95.15% 14.836%
9 9.563 1268 1271 1279 rBV 137739 143072 5.43% 0.846%
10 9.851 1316 1320 1333 rBV 678551 625218 23.72% 3.698%
11 10.492 1426 1429 1437 rBvV 25630 32013 1.21% 0.189%

12 10.639 1449 1454 1460 rBV 1632436 1565458 59.39% 9.259%
13 10.692 1460 1463 1478 rVB 80358 158477 6.01% 0.937%
14 11.333 1568 1572 1585 rBV 634126 622465 23.61% 3.682%
15 11.857 1658 1661 1671 rBV 118662 128625 4._.88% 0.761%

16 12.639 1791 1794 1804 rBV 61224 76271 2.89% 0.451%
17 12.916 1836 1841 1844 rBVY 2806179 2636046 100.00% 15.591%
18 13.816 1990 1994 2006 rBvV6 39282 99403 3.77% 0.588%
19 13.963 2015 2019 2031 rVB 467772 544889 20.67% 3.223%
20 14.427 2094 2098 2102 rBV2 36012 38825 1.47% 0.230%
21 14.727 2146 2149 2153 rBV 48226 43301 1.64% 0.256%
22 15.057 2200 2205 2210 rBV 51615 61699 2.34% 0.365%
23 15.410 2260 2265 2275 rBV 321431 475811 18.05% 2.814%
24 15.845 2334 2339 2348 rBV 37576 55279 2.10% 0.327%
25 16.333 2414 2422 2428 rBV2 21665 38259 1.45% 0.226%
Sum of corrected areas: 16907067
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117036.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.59 Concentration Rank 1

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

6.59 84.31 ng 1727260 1,4-Dichlorobenzene-d4 6.82
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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 766 (6.592 min): BF117036.D (-762) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 : . . : :
Qrer |asus Y wjz 68.10  43.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRS SRS N
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.44%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 27.63%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R i e e R RRERE n
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.46%
117
5000
39 91
GO W
| N | ! . \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Benzenesulfonamide, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.69 5.09 ng 158477 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 94
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 90
3 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 64
4 Tolbutamide 270 C12H18N203S 000064-77-7 53
5 Thiophene-3-ol, 2,3-dihydro-, 4-... 288 C11H1205S2 039582-96-2 47
Abundance Scan 1463 (10.692 min): BF117036.D (-1460) (-) m/z 91.00 100.00%
91
5000 65 171 AJ\\\_
107 155 N O 1 U
39 ”4 10,40 10.60 10.80 11.00
e bbb bbb e || M/z 170.95 36 01%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39309: Benzenesulfonamide, 4-methyl-
91
5000 AR RAREA R R
o 155171 1040 10,60 10.80 11.00
107 m/z 65.00 35.09%
3 | ,i122139
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156887: O-p-toluenesulfonyll-N-acetylserine, methyl ester
91
' '16'4'0' 10. e'o' 10.80 11.00
5000 155171 m/z 155.00 31.33%
65 107
el 122339 L L 196 226243258 alo
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester SRV S VS
91 10,40 10.60 10.80 11.00
m/z 107.10 24 .23%
171
5000 65 155
107
‘jP A JH‘\ J\122139 |, 187 211228245 274 296 319
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 4.13 ng 128625 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 30
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 25
Abundance Scan 1662 (11.863 min): BF117036.D (-1658) (-) m/z 73.00 100.00%
73
60
43
5000 129
“ ° 115 213 DA DA BN SUNN U
8 157 171185 256 11. 60 11. 80 12. 00 12. 20
199
,.HNN.J|A|W 148 m/z 60.00 76.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B B SUL U

11,60 11.80 12.00 12.20
m/z 43.10 65.44%

213
143 157171 185 199

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

1
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
185 228

43 m/z 55.00 54.55%
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

11.60 11.80 12.00 12.20
m/z 40.95 57.21%

5000

5000 129
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.45 ng 76271 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
4 Cvclohexane. (l1-hexvltetradecvl)- 364 C26H52 004443-60-1 38
5 n-Decyl .alpha.-d-2-deoxyglucoside 304 C16H3205 1000211-42-8 35
Abundance Scan 1794 (12.639 min): BF117036.D (-1791) (-) m/z 73.00 100.00%
73
43
5000 129
7 115 185
01 143157171 241 284 12.40 12.60 12.80 13.00
-l 1l m/z 42.95 75.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
129

5000 B R
12.40 12.60 12. 80 13 00

185 m/z 60.00 70.42%

241 284
J‘“ 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73
43

57 12.40 12.60 12.80 13.00
5000 m/z 55.00 69 .54%
129
29 185 228
01115 143157171 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid . LA o RV
43 60 12. 40 12. 60 12. 80 13. 00

m/z 57.00 59.12%

5000 129
213
JH, 143157171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 1-Hexacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.65 ng 99403 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 90
4 1-Heptacosanol 396 C27H560 002004-39-9 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1995 (13.821 min): BF117036.D (-1990) (-) m/z 97.10 100.00%
69 | 97
43
5000
125
248
1 i ‘ 007 13.60 13.80 14.00 14.20
N L m/z 83.00 98.70%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43
5000 83
13.60 13.80 14.00 14.20
18 i m/z 69.10 88.03%
J | 139 168 106 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 3éo '
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
13.60 13.80 14.00 14.20
5000 m/z 57.00 86 .46%
29 125
|l L (154 196 224 269 330
m/z--> 50 100 150 260 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester
57 13.60 13.80 14.00 14.20
83 m/z 43.00 76.12%
5000 111
29 169
‘ J | w0 | 1 om 392
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.59 ng 61699 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2206 (15.063 min): BF117036.D (-2200) (-) m/z 57.00 100.00%
57
85
5000
11|3| 185177 o0 14.80 15.00 15.20 15.40
S B m/z 71.10 94.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
14.80 15.00 15.20 15.40
m/z 85.10 68.89%
29 113 449
14 ﬂ L 169 197 225 253 295 323 367
m/z--> §o 100 150 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.00 67.14%
29 113
111 [ | 141 169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R B S S S
57 14.80 15.00 15.20 15.40
m/z 54.95 27 .25%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460 14%0 1500 1520 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117036.D

Aca On : 13 Sep 2019 21:32

Operator : HP/JU

Sample : K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 8 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.32 ng 55279 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 86
4 Heneicosane 296 C21H44 000629-94-7 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2338 (15.839 min): BF117036.D (-2334) (-) m/z 57.00 100.00%
57
5000
97
|| 141 081 15.60 15.80 16.00 16.20
et m/z 71.10 88.41%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

15.60 15.80 16.00 16.20

m/z 85.10 65.81%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
517

15.60 15.80 16.00 16.20

5000 m/z 43.00 54 _.03%

99
‘ [ 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #200447: Sulfurous acid, butyl heptadecy! ester R R L e R
57 15.60 15.80 16.00 16.20
m/z 83.10 27.27%
5000
97
2@‘] |, 139 183 239 291
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091319\
Data File : BF117036.D

Acq On : 13 Sep 2019 21:32

Operator : HP/JU

Sample - K4848-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown6 .59 6.59 84.3 ng 1727260 1 6.82 409761 20.0
Benzenesulfonamid... 10.69 5.1 ng 158477 4 11.33 622465 20.0
n-Hexadecanoic acid 11.86 4.1 ng 128625 4 11.33 622465 20.0
Octadecanoic acid 12.64 2.5 ng 76271 4 11.33 622465 20.0
1-Hexacosanol 13.82 3.6 ng 99403 5 13.96 544889 20.0
Hexacosane 15.06 2.6 ng 61699 6 15.41 475811 20.0
Tetratetracontane 15.84 2.3 ng 55279 6 15.41 475811 20.0
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