LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO51119\
Data File : BM020276.D
Aca On : 11 May 2019 17:19 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2765-06 P026-SS003-1218-01
ALS Vial : 10 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 5.351 396 402 414 rBV 908525 1355390 62.41% 8.688%
2 6.934 664 671 684 rBV 875153 1413212 65.07% 9.059%
3 7.298 725 733 746 rBV 940365 1497200 68.94% 9.597%
4 7.769 807 813 819 rBV 177764 292839 13.48% 1.877%
5 8.081 860 866 882 rBV 664648 1105318 50.90% 7.085%

8.934 1003 1011 1029 rBV 513548 887436 40.86% 5.689%
10.557 1281 1287 1297 rBV 180495 329169 15.16% 2.110%
983537 1519116 69.95% 9.738%
13.869 1845 1850 1858 rBV 126030 177556 8.18% 1.138%
14.410 1936 1942 1959 rvVB2 275821 446870 20.58% 2.865%
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11 15.904 2190 2196 2208 rBV 864857 1333122 61.39% 8.546%
12 17.163 2403 2410 2420 rBV2 366167 556171 25.61% 3.565%
13 18.045 2555 2560 2570 rBV 88582 138582 6.38% 0.888%
14 19.327 2773 2778 2785 rBvV4 28935 50381 2.32% 0.323%
15 19.792 2851 2857 2868 rBV 1687460 2171671 100.00% 13.921%

16 21.045 3066 3070 3075 rBV 76251 104465 4.81% 0.670%
17 21.350 3117 3122 3131 rBV 582168 759871 34.99% 4.871%
18 21.921 3217 3219 3222 rBV2 32458 37435 1.72% 0.240%
19 22.521 3318 3321 3327 rVB 91208 122220 5.63% 0.783%
20 22.909 3384 3387 3391 rVB 81099 107316 4.94% 0.688%

21 23.639 3505 3511 3520 rVB 398824 783338 36.07% 5.021%
22 24.150 3592 3598 3606 rVvB2 213686 411456 18.95% 2.638%

Sum of corrected areas: 15600134
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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\

BM020276.D

11 May 2019 17:19

Ju/SJ

K2765-06 P026-SS003-1218-01
10 Sample Multiplier: 1

> Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM043019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020276.D
1500000
1000000 7.30
5.35 6.93
8.08
8.93
500000
7.77 10.56
L—“; L
O A o B TR B A B B o e e e e B B B B o e o B B o e (L o o
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: BM020276.D
19179
1500000
1000000 13.03
15.90
500000
17.16
14.41
13.87
18.04 19.33
O T L o o e e o o LA A e e o o e e B L o e B e B B BB e
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 TIC: BM020276.D
1500000
1000000
21.35
500000
22.52 22.91
21.04 2192 ~ N —
O L s o o o L B e T L B o e o o e B LN B e e o L B e s e o o e 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\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020276.D

Aca On : 11 May 2019 17:19

Operator : JU/SJ

3?22 le K2765-06 P026-55003-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 unknown7.30 Concentration Rank 1

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

7.30 102.25 ng 1497200 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 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 733 (7.298 min): BM020276.D (-725) (-) m/z 132.00 100.00%
132
] /L
5000
40 | 75 % 103 700 7.20 7.40 7.60
o..,....,....,...:ll.'.‘.‘?" Shdl by 8L L 1S ML Tm/z 68.10  54.20%
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 S SRS L AR B

7.00 7.20 7.40 7.60
70 m/z 66.00 35.73%

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 32.20%

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 #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- m e  EEma s m
132 7.00 7.20 7.40 7.60

m/z 69.10 24 .90%

5000
104
39
92
2\7 \‘ \M\ \M\ “\ Al ‘ 117 ‘\
R o AR SREES L E e

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\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020276.D

Aca On : 11 May 2019 17:19

Operator : JU/SJ

3?22 le K2765-06 P026-55003-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.04 4.98 ng 138582 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Undecanoic acid 186 C11H2202 000112-37-8 47
4 Dodecanoic acid 200 C12H2402 000143-07-7 43
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 22
Abundance Scan 2559 (18.039 min): BM020276.D (-2555) (-) m/z 73.00 100.00%
78
60
41
5000
129
01115 171185 213
| 143157 199 | 227 256 17.80 18.00 18.20 18.40
Okl m/z 60.00 77.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000
17.80 18.00 18.20 18.40
m/z 41.10 58.86%
. B JL i %01}151291431571711851992132272422?6
m/z--> 25 Jo éo 80 160 150 150 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 7B
17.80 18.00 18.20 18.40
5000 - m/z 55.10 56.99%
0‘ ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid
60 78 17.80 18.00 18.20 18.40
m/z 43.10 54 _.04%
5000 43
29 129143
101115 186
0 ..1.5,.\.‘. Inine T b L R 6 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020276.D

Aca On : 11 May 2019 17:19

Operator : JU/SJ

3?22 le K2765-06 P026-55003-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.04 2.75 ng 104465 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 83
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 83
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 83
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 80
5 1-Hexacosanol 382 C26H540 000506-52-5 74

Abundance Scan 3069 (21.039 min): BM020276.D (-3066) (-) m/z 57.05 100.00%

57

4
5000
20.80 21.00 21.20 21.40
0 m/z 83.05 95.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148859: Trichloroacetic acid, pentadecy! ester
83
5000 LIRS
20. 80 21. 00 21. 20 21. 40
) m/z 43.00 81.83%
0 139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57

20.80 21.00 21.20 21.40
m/z 69.10 81.37%

5000

4
ol ‘ 265283
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R B R s
43 20.80 21.00 21.20 21.40
m/z 97.05 81.01%
69
5000
o A 154 183 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20. 80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020276.D

Aca On : 11 May 2019 17:19

Operator : JU/SJ

3?22 le K2765-06 P026-55003-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.52 3.12 ng 122220 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
3 Saualene 410 C30H50 007683-64-9 59
4 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 59
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 59
Abundance Scan 3321 (22.521 min): BM020276.D (-3318) (-) m/z 69.10 100.00%
6o
5000 J
41 95 LU DR A B
MMB 281 nmnmnmnm
ol by .-11,~". by 2195219 249 T 897 401 1 L 781,10 41.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
6o
41
5000 U BB U
nmnmnmnm
o m/z 41.10 16.35%
123
LW ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69
22120 22.40 22.60 22.80
5000 m/z 68.05 13.26%
41
9 137
0 .*.i | l;“ we e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69 22.20 22.40 22.60 22.80
m/z 95.05 13.00%
s000] 41
% 137
0 I | { 17 ] 161 191 217 273 299 341 367 410
m/z--> % 1m ﬁo m 2% 300 @ 4& nmnmnmnm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020276.D

Aca On : 11 May 2019 17:19

Operator : JU/SJ

3?22 le K2765-06 P026-55003-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.91 2.74 ng 107316 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Nonacosane 408 C29H60 000630-03-5 86
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 3387 (22.909 min): BM020276.D (-3384) (-) m/z 57.10 100.00%
85
5000
113 14 188 ot s o 760 5280 73,00 7320
ol 249 m/z 71.05 85.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 USRS AR SRR
22.60 22.80 23.00 23.20
99 m/z 85.10 61.81%
o L L 137,155 183 225 253 295 337
m/z--> 50 100 150 200 250 300 350 400
Abundance #45563: Dodecane, 2-methyl-
57
85 22.60 22.80 23.00 23.20
5000 m/z 43.05 52.82%
29 141
’ ‘ 113 169
0 'N"IM'J'IH'“'I'k"I' UL UL LRI B DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane e A RERREEEEE
57 22.60 22.80 23.00 23.20
m/z 69.00 26 .68%
5000 85 }
L2l |11 141 169 197 225 253 281 300 337 365 408
m/z--> 50 100 150 200 250 300 350 400 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020276.D

Aca On : 11 May 2019 17:19

Operator : JU/SJ

3?22 le K2765-06 P026-55003-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .15 10.51 ng 411456 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 80
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 80
Abundance Scan 3598 (24.150 min): BM020276.D (-3592) (-) m/z 57.10 100.00%
57
85
5000
13 101 160 207 930 st 280 24100 2450 2440
okl m/z 71.10 98.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57
5000 85 U AR
Bmmmmmmm
113 m/z 85.10 66.32%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71 23.80 24.00 24.20 24.40
5000 m/z 43.05 50.61%
99
o b 1 | 157,155 183 225 253 295 337
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #151555: Heptacosane R e i
57 23.80 24.00 24.20 24.40
m/z 55.05 26.95%
29 113 141
o ULl 4 169 197 225 253 281 309 337 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 23 80 24. 00 24. 20 24 40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051119\

Data File : BM020276.D

Acq On : 11 May 2019 17:19

Operator : JU/SJ

3?22'6 i K2765-06 P026-SS003-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
Quant Title : 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? .30 7.30 102.3 ng 1497200 1 7.77 292839 20.0
n-Hexadecanoic acid 18.04 5.0 ng 138582 4 17.16 556171 20.0
Trichloroacetic a... 21.04 2.8 ng 104465 5 21.35 759871 20.0
1,5,9-Undecatrien... 22.52 3.1 ng 122220 6 23.64 783338 20.0
Heneicosane, 11-(... 22.91 2.7 ng 107316 6 23.64 783338 20.0
Triacontane 24_15 10.5 ng 411456 6 23.64 783338 20.0
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