LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 height area % max. total
1 5.269 364 371 388 rBV 3645252 5356318 77.77% 10.041%
2 6.846 632 639 663 rBY 3376501 5616094 81.55% 10.528%
3 7.204 692 700 713 rBV 3751376 5884520 85.44% 11.031%
4 7.669 772 779 786 rBY 690016 1076718 15.63% 2.018%
5 7.987 824 833 843 rBvV 2578780 4157191 60.36% 7.793%

8.840 969 978 996 rBV 1876800 3311000 48.08% 6.207%
10.457 1245 1253 1265 rBVY 735144 1318811 19.15% 2.472%
3972509 6061797 88.02% 11.364%
13.792 1814 1820 1833 rBV 223994 377992 5.49% 0.709%
14.204 1882 1890 1902 rBV3 59317 193529 2.81% 0.363%
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11 14.322 1904 1910 1927 rVvB2 985153 1570938 22.81% 2.945%
12 15.821 2156 2165 2190 rBV 3103488 4689137 68.09% 8.791%
13 17.074 2373 2378 2390 rBV2 992125 1608074 23.35% 3.015%
14 17.962 2524 2529 2543 rBV 179318 336584 4_.89% 0.631%
15 19.251 2744 2748 2755 rBV3 76513 138097 2.01% 0.259%

16 19.709 2821 2826 2839 rBV 5629338 6887041 100.00% 12.911%
17 20.974 3037 3041 3047 rBV2 140858 196066 2.85% 0.368%
18 21.274 3087 3092 3102 rBV 1351622 1871276 27.17% 3.508%
19 21.839 3185 3188 3194 rBV2 88933 130305 1.89% 0.244%
20 22.297 3264 3266 3271 rVB 135409 162450 2.36% 0.305%

21 22.803 3349 3352 3358 rVB2 148762 204357 2.97% 0.383%
22 23.368 3445 3448 3454 rVB3 145078 213690 3.10% 0.401%
23 23.515 3467 3473 3486 rVB2 983960 1981045 28.76% 3.714%

Sum of corrected areas: 53343030
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JUu/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019085.D

5000000

4000000 597 7.20

6.85
3000000
7.99

2000000 8.84

1000000 767 10.46

I I
9.00 950 10.00 10.50 11.00 11.50

i o NNis=

T T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850
Abundance TIC: BM019085.D

1971
5000000

4000000 12.93

15.82
3000000

2000000

1000000 14.32 17.07

ottt e e e S e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019085.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 1

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

7.20 109.31 ng 5884520 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 699 (7.198 min): BM019085.D (-692) (-) m/z 132.00 100.00%
132
5000 o8
6.80 7.00 7.20 7.40 7.60
0 29k || m/z 68.10  51.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propiony!
57 132
74
5000 og 16 T
6.80 7.00 7.20 7.40 7.60
m/z 66.10 32 .45%
| M ...‘,v.. ﬁul nL.,JW..‘u,..“‘. L ..,.1??., o
m/z--> 20 40 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.23%
33 a o 105
o 60 "~ g0 115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- P e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.94%
5000 63 g
112
0~ |'?%”W"“'”N'w'”|“ P}}?ﬁ'b'l"“' | N SN S S R I UL R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 D-Allose Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.46 ng 193529 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 72
2 1,6-Anhydro-_beta.-D-glucopyrano... 162 C6H1005 000498-07-7 64
3 Pentanoic acid 102 C5H1002 000109-52-4 47
4 D-Mannoheptulose 210 C7H1407 003615-44-9 45
5 1,6-Anhydro-._.beta.-d-talopyranose 162 C6H1005 1000133-05-8 42
Abundance Scan 1889 (14.198 min): BM019085.D (-1882) (-) m/z 60.00 100.00%
ep
5000 73 ,w,ﬂ¢v/&K“~wuNwﬂﬁ~w
43 LRI A BUREUR M
85 97 126 207 13.80 14.00 14.20 14.40 14.60
0’ e B Bt B o SO m/z 57.00 48.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42883: D-Allose
60
5000 73 LRI AL SRR ML B
13.80 14.00 14.20 14.40 14.60
43 m/z 73.00 41.00%
98
Ol e 5 115126 14 163 1m0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
13:80 14.00 14.20 14.40 14.60
5000 2 m/z 42.95 25.25%
29
10 B g5 98
G L UL S S W I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4158: Pentanoic acid N e o
60 13.80 14.00 14.20 14.40 14.60
m/z 70.10 22 .90%
5000 73
29 41
T .
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.96 4.19 ng 336584 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 d-Glucitol, 4-0-nonyl- 308 C15H3206 132591-06-1 38
3 Eicosane 282 C20H42 000112-95-8 18
4 Pentadecane 212 C15H32 000629-62-9 18
5 Dodecane 170 C12H26 000112-40-3 18
Abundance Scan 2529 (17.962 min): BM019085.D (-2524) (-) m/z 73.00 100.00%
7B
43
5000
o7 129
1 157 185 213 256 081 17.I 60 17.I80 18.IOO 18.I 20 '
(o} m/z 60.00 71.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256

17.60 17.80 18.00 18.20
m/z 43.05 58.09%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 71
N
103 17.60 17.80 18.00 18.20
5000 m/z 57.05 53.62%
199
27 127
0 87 155171 217 247 291 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane Bl B R as R
57 17.60 17.80 18.00 18.20
m/z 55.05 50.44Y%
5000
4 85
0 1l ‘\ I 113 : 141 169 282
T e e e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutanoic acid, h... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.97 2.10 ng 196066 Chrysene-di2 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
2 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3040 (20.968 min): BM019085.D (-3037) (-) m/z 57.05 100.00%
57 83
‘ 281 20.60 20.80 21.00 21.20
325 355 415 : : :
oLk 21 m/z 83.10 87.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
5000 AU AR SRR
111 20.60 20.80 21.00 21.20
- ‘ m/z 69.05 86.59%
169 238
oL | \ L \‘,\1%9‘,,, i
m/z--> 50 200 250 300 350 400
Abundance
43
o 20.60 20.80 21.00 21.20
5000 m/z 55.10 73.82%
97
0 125 169 210
mz-> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester L BT o
4 20.60 20.80 21.00 21.20
69 m/z 43.05 69.76%
97
5000
125
0‘ \ I AT ‘\ " 5;.3 196 224
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.80 2.06 ng 204357 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 74
3 Octacosane 394 C28H58 000630-02-4 74
4 Docosane 310 C22H46 000629-97-0 72
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 72
Abundance Scan 3351 (22.797 min): BM019085.D (-3349) (-) m/z 57.10 100.00%
57
85
5000
113 207 LA 55150 onlon el oalon
147 17 282 22.40 22.60 22.80 23.00 23.20
Ob—rilol ||, b 8] L 25077 325957 430 475 849 o110 97.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107652: Eicosane
57
5000 AR UM
85 2240 22.60 22.80 23.00 23.20
29 m/z 85.10 65.46%
o L)Ly M34t160 282
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
22.40 22.60 22.80 23.00 23.20
5000 m/z 43.05 59.30%
85
o 29 113141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane A B o
22.40 22.60 22.80 23.00 23.20
m/z 55.10 25.82%
- T LMJWM
| 113141160107225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2240 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.37 2.16 ng 213690 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Heptadecane 240 C17H36 000629-78-7 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Docosane 310 C22H46 000629-97-0 72
Abundance Scan 3448 (23.368 min): BM019085.D (-3445) (-) m/z 57.10 100.00%
57
85
5000
113 141 169 297 23.00 23.20 23.40 23.60
141 1 . . . .
oL AL It a1 b 239 270295 827, 397 403430 1 hzz 71.10  95.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 IUBURBSA AR AREE
85 23.'00 23.'20 23.'40 23.|60 '
29 m/z 85.10 69.28%
ol M || 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance
57
g5 23.00 23.20 23.40 23.60
5000 m/z 43.10 63.65%
29
. 113 141 169 197 240 »M/»A’M
miz-> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane L B o
57 23.00 23.20 23.40 23.60
m/z 69.10 21.68%
- T wmbM«AMkarw}\MMNWA»NAMV“M
29
ol ]‘ |18 141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 4(')0 23.'00 23.'20 23.'40 23.|60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019085.D

Acq On : 08 Mar 2019 22:04

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .20 7.20 109.3 ng 5884520 1 7.67 1076720 20.0
D-Allose 14.20 2.5 ng 193529 3 14.32 1570940 20.0
n-Hexadecanoic acid 17.96 4.2 ng 336584 4 17.07 1608070 20.0
Heptafluorobutano... 20.97 2.1 ng 196066 5 21.27 1871280 20.0
Eicosane 22.80 2.1 ng 204357 6 23.52 1981050 20.0
Octacosane 23.37 2.2 ng 213690 6 23.52 1981050 20.0
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