LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051119\
Data File : BM020273.D
Aca On : 11 May 2019 15:30 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K2765-03 P026-SS003-0002-01
ALS Vial : 7 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 M\METHODS\8270-BM043019 .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 5.351 396 402 415 rBY 1088364 1612970 63.61% 8.254%
2 6.934 664 671 683 rBY 1066141 1736026 68.46% 8.884%
3 7.298 726 733 743 rBVY 1153506 1837527 72.46% 9.404%
4 7.769 806 813 819 rBV 216663 356159 14.04% 1.823%
5 8.081 860 866 877 rBV 817161 1361557 53.69% 6.968%
6 8.934 1002 1011 1033 rBV 620346 1117777 44.08% 5.720%
7 10.557 1281 1287 1297 rBV 231305 408538 16.11% 2.091%
8 13.027 1701 1707 1726 rBV 1457732 2145519 84.61% 10.980%
9 13.869 1845 1850 1862 rBV 205866 292572 11.54% 1.497%
10 14.416 1936 1943 1951 rBV2 344559 542481 21.39% 2.776%

11 15.904 2190 2196 2211 rBV 1177415 1807068 71.26% 9.248%
12 17.162 2404 2410 2422 rBV2 454968 688852 27.16% 3.525%

13 17.921 2534 2539 2545 rBV5 17487 34271 1.35% 0.175%
14 18.045 2555 2560 2575 rBV 188055 304452 12.01% 1.558%
15 19.221 2755 2760 2766 rVB 24250 40762 1.61% 0.209%
16 19.327 2774 2778 2782 rBV2 57453 79110 3.12% 0.405%
17 19.586 2819 2822 2830 rVB3 28092 43500 1.72% 0.223%

18 19.792 2851 2857 2865 rBV 1958679 2535849 100.00% 12.977%
19 21.045 3066 3070 3076 rBV 128261 180765 7.13% 0.925%
20 21.350 3117 3122 3127 rBV 635469 851690 33.59% 4 _359%

21 21.921 3217 3219 3221 rBV2 49836 51886 2.05% 0.266%
22 22.521 3317 3321 3326 rVB 279731 374818 14.78% 1.918%

23 22.909 3383 3387 3391 rVB 139991 194680 7.68% 0.996%
24 23.638 3505 3511 3520 rVB 468817 941818 37.14% 4._.820%

Sum of corrected areas: 19540647
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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\HPCHEMI\BNA M\DATA\BMO051119\

BM020273.D

11 May 2019 15:30

Ju/SsJ

K2765-03 P026-SS003-0002-01
7  Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance :
Shance TIC: BM020273.D
1500000
5.35 6.93 7.30
1000000
8.08
8.93
500000
7.77 10.56
O B A e B e L L o e B B e B B e L e o e O (L o O B
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020273.D
2000000 1979
1500000 13.03
15.90
1000000
500000 17.16
14.42
13.87 18.04
7.9 14 ﬁig.sgLM,_,
O T L e o e o B LA A e o o o o o o L e e B e L o o e e o o i o
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance :
Sance TIC: BM020273.D
1500000
1000000
21.35
500000
O L o o o L B o e T L B o e o o L I B e o e o NN A o e o o o o
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\

Data File : BM020273.D

Aca On : 11 May 2019 15:30

Operator : Ju/SJ

ﬁ?ggle : K2765-03 P026-SS003-0002-01
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.30 Concentration Rank 1

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

7.30 103.19 ng 1837530 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 733 (7.298 min): BM020273.D (-726) (-) m/z 132.00 100.00%
132
68 /\
5000
0 5 |75 % 103 e 700 7.20 7.40 7.60
0..,....,....,...:}'.'..." £ PR RO . N | M m/z 68.10 54.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U R L I R

7.00 7.20 7.40 7.60
70 m/z 66.00 36.76%

31 60
o L e |7 e | 105 16 ‘
R o e L e RAARAREERRERRRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

7.00 7.20 7.40 7.60
5000 m/z 134.00 33.23%

63
15 28 39 %2 4 77 %0 10 g6 )
Obr e ettt et e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R A ma
132 7.00 7.20 7.40 7.60

m/z 69.10 23.73%

69
104
5000
78
ik |
SN AR ST PP S B N

L H | !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\
Data File : BM020273.D

Aca On : 11 May 2019 15:30

Operator : JU/SJ

Sample : K2765-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3

R.T. EstConc Area Relative to ISTD R.T.
18.04 8.84 ng 304452 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 47
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 35
4 Tetradecane 198 C14H30 000629-59-4 18
5 Pentadecane 212 C15H32 000629-62-9 18

Abundance Scan 2559 (18.039 min): BM020273.D (-2555) (-) m/z 73.00 100.00%
78
41
5000 S
129 )13
97 I L I I L LB L L B B BN
1S 1 l07 88y gg | 5p7 286 17.80 18.00 18.20 18.40
(o} m/z 60.00 72.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 LI I BN BN B
ﬂmmmmmmm
83 120 - m/z 41.00 54 _.22%
0 |, IJ| y o s 143187171185106213297 51 |
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 220 240 2éo 2§0
Abundance #75071: Tetradecanoic acid
78
435 " 17.80 18.00 18.20 18.40
5000 m/z 43.10 52.42%
129
185 228
115
oLl e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! R R EE RS Es EEa
78 17.80 18.00 18.20 18.40
m/z 55.05 51.55%
5000
1171126 146 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\

Data File : BM020273.D

Aca On : 11 May 2019 15:30

Operator : Ju/SJ

ﬁ?ggle : K2765-03 P026-SS003-0002-01
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.04 4.24 ng 180765 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Trihexadecvl borate 735 C48H99B0O3 002665-11-4 87
4 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 83
5 Undecane, 6-cyclohexyl- 238 C17H34 013151-81-0 80
Abundance Scan 3069 (21.039 min): BM020273.D (-3066) (-) m/z 57.10 100.00%
57
83
5000
" 20.80 21.00 21.20 21.40
Ol m/z 69.10 79.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #168065: 17-Pentatriacontene
57
97
5000 LI SRR BUREULE B B
20. 80 21. 00 21. 20 21. 40
29 m/z 83.10 77.24%
. l 193181200236 267 306334362300 421 462490
m/z--> 6 §o 100 150 200 250 300 350 400 450 500
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
83 " 20,80 21.00 21.20 21.40
5000 m/z 97.05 69.29%
29 111
168196
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174323: Trihexadecy! borate R EEEES
57 20.80 21.00 21.20 21.40
m/z 71.05 68.08%
83
5000
. 111 225
ol hﬂ1?1169196 251 287 511
m/z--> c') 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 4&'30 5(')0 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\

Data File : BM020273.D

Aca On : 11 May 2019 15:30

Operator : Ju/SJ

ﬁ?ggle : K2765-03 P026-SS003-0002-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 5 Squalene

R.T. EstConc Area Relative to ISTD R.T.
2252 7.96ng 374818  Perylene-di2 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90

3 7.11-Dimethvldodeca-2.6.10-trien...
4 6.11-Dimethvl-2.6.10-dodecatrien...
5 2,3,5-Trimethyl-2,3,5-hexanetric. ..

208 C14H240
208 C14H240
203 C12H17N3

125529-10-4 80
1000196-53-3 72
003974-79-6 72

Abundance Scan 3321 (22.521 min): BM020273.D (-3317) (-) m/z 69.10 100.00%
69 1
5000
4 22.20 22.40 22.60 22.80
175 - - : :
oLl ..|| -3.”.7. 4572 208 231252273 301 341367 ' m/z 81.05  45.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LA L L L L L LB LB |
22.20 22.40 22.60 22.80
41 m/z 41.05 16.43%
oo Lo i Ty T 0 101 007 2 279 29031 997 _ano
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
R
22.20 22.40 22.60 22.80
5000 m/z 68.05 12.57%
41
137
oLl L 7 | o1 191247 244 273 299 S 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol L B T A
69 22.20 22.40 22.60 22.80
m/z 95.05 11.71%
5000
41
95 137
ol L, J As S es e —
m/z--> 50 100 150 200 250 300 350 400 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\

Data File : BM020273.D

Aca On : 11 May 2019 15:30

Operator : Ju/SJ

ﬁ?ggle : K2765-03 P026-SS003-0002-01
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dodecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.91 4.13 ng 194680 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 86
3 Nonacosane 408 C29H60 000630-03-5 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 3387 (22.909 min): BM020273.D (-3383) (-) m/z 57.10 100.00%
57
85
5000
207 22.60 22.80 23.00 23.20
141 169 249 281
ol h 325 3% m/z 71.10 97.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45563: Dodecane, 2-methyl-
57
85
5000 AU AUV IRRS
22.60 22.80 23.00 23.20
29 141 m/z 85.10 67 .24%
113 169
0‘—v—v—|1—w|-'|--l'-'|-'lu'-!l|-l---|------------|----|--
m/z--> 50 100 150 200 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
7 22.60 22.80 23.00 23.20
5000 m/z 43.05 52.01%
9 -
ol L L7155 183 225 253 295 a7
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane AR e R RR
57 22.60 22.80 23.00 23.20
m/z 69.05 26 .03%
5000 85
L2y ”1ﬁ3‘1§11169 197 225 253 281 309 337 365 408 e
m/z--> 50 100 150 200 250 300 350 400 2260 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051119\

Data File : BM020273.D

Acq On : 11 May 2019 15:30

Operator : JU/SJ

ﬁ?ggle : K2765-03 P026-SS003-0002-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown7 .30 7.30 103.2 ng 1837530 1 7.77 356159 20.0
n-Hexadecanoic acid 18.04 8.8 ng 304452 4 17.16 688852 20.0
17-Pentatriacontene 21.04 4.2 ng 180765 5 21.35 851690 20.0
Squalene 22.52 8.0 ng 374818 6 23.64 941818 20.0
Dodecane, 2-methyl- 22.91 4.1 ng 194680 6 23.64 941818 20.0
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