LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020293.D
Aca On : 12 May 2019 11:56 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2768-06 P026-SS014-0612-01
ALS Vial : 3 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 5.345 395 401 414 rBVY 1180003 1724876 60.28% 8.974%
2 6.934 663 671 685 rBY 1065267 1774261 62.00% 9.231%
3 7.292 726 732 746 rBVY 1142697 1848830 64.61% 9.619%
4 7.763 806 812 820 rBV 206371 331063 11.57% 1.722%
5 8.081 859 866 882 rVB 857736 1393601 48.70% 7.251%

8.933 1003 1011 1030 rBV 603568 1086743 37.98% 5.654%
10.557 1280 1287 1303 rBV 213273 385735 13.48% 2.007%
1255074 1926543 67.33% 10.023%
13.868 1843 1850 1863 rBVY 137129 197742 6.91% 1.029%
14.410 1935 1942 1952 rBV2 331698 514183 17.97% 2.675%
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11 15.904 2190 2196 2213 rBV 1237625 1778253 62.14% 9.252%
12 17.156 2403 2409 2421 rBV2 413891 659506 23.05% 3.431%
13 18.039 2551 2559 2569 rBvV 84041 132239 4.62% 0.688%
14 19.321 2774 2777 2782 rBV2 25585 35145 1.23% 0.183%
15 19.786 2851 2856 2865 rBV 2326730 2861555 100.00% 14.888%

16 21.044 3066 3070 3074 rBV 137069 182807 6.39% 0.951%
17 21.350 3116 3122 3133 rBV 641899 917029 32.05% 4.771%
18 21.921 3216 3219 3220 rBV 59718 60418 2.11% 0.314%
19 21.944 3220 3223 3228 rVB 106046 147304 5.15% 0.766%
20 22.515 3317 3320 3327 rVB 114596 158749 5.55% 0.826%

21 22.903 3382 3386 3391 rBV 82354 122829 4._.29% 0.639%
22 23.632 3503 3510 3519 rVB 507792 981066 34.28% 5.104%

Sum of corrected areas: 19220477
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM051219\

BM020293.D

12 May 2019 11:56

Jus/sJ

K2768-06

3 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

P026-SS014-0612-01

Abundance

2000000
1500000
1000000

500000

-

TIC: BM020293.D

5.35 7.29

6.93
8.08

8.93

7.76

10.56

O
Time--> 3.00

3.50 4.00 4.50

I I
5.00 5.50

I
6.00 6.50 7.00 750 8.00

8.50 9.00

9.50

T I T T
10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BM020293.D

13.03 15.90

14.41 17.16

13.87 18.04

.

19.32

19

79

O
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

0

TIC: BM020293.D

21.35

23.63

22.51 22.90

Farerd

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM043019.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020293.D

Aca On : 12 May 2019 11:56

Operator : JU/SJ

ﬁ?ggle i K2768-06 P026-55014-0612-01
ALS Vial : 3 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 unknown7.29 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.29 111.69 ng 1848830 1,4-Dichlorobenzene-d4 7.76
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12
Abundance Scan 732 (7.292 min): BM020293.D (-726) (-) m/z 131.95 100.00%

131.9
68.0
5000

960 LA L L L L LB LB
400 540 ‘| 700 7.0 7.40 7.60
. 8.0 | . 1151 ,
..P”.P“.P.““.”H!“,WL,J%,””,”L,M.WH.WH.WL.w.. m/z 68.05 53.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0

5000 e
7.00 7.20 7.40 7.60

70.0 m/z 66.10 35.83%

31.0 '
| 4.4|.0 | I || | 86.0 | 116.0 |‘
R e R RS R a e o L E RARRNEsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

7.00 7.20 7.40 7.60

5000 m/z 134.00 32.03%
150 280 39.0 520 30 770 900 1040 .,
R B B L R ERRERE LSS 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 e R
132.0 7.00 7.20 7.40 7.60

m/z 69.10 24 .24%

69.0
104.0
5000
31.0 510 ‘
SN TN (NSRS NOUR ANANSNNRUN | SRS |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020293.D

Aca On : 12 May 2019 11:56

Operator : JU/SJ

ﬁ?ggle i K2768-06 P026-55014-0612-01
ALS Vial : 3 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 4.01 ng 132239 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Undecanoic acid 186 C11H2202 000112-37-8 40
Abundance Scan 2559 (18.039 min): BM020293.D (-2551) (-) m/z 73.00 100.00%
.0
43.1
5000
| 17.80 18.00 18.20 18.40
e m/z 60.00 68.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LRI BRI UL BN B
17.80 18.00 18.20 18.40
213.0 m/z 43.10 54 _57%
0 157.0 185.0
m/z--> "Qd"ﬁblleo 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
43.0 17.80 18.00 18.20 18.40
m/ 55.10 53.10%
5000 1290 4 0
185.0 228.0
e,
.”,ﬂ”.ﬂm.lkdﬂ M”jw O N N NSNS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40
m/z 41.00 51.57%
43.0
5000
1290 171.0
: 214.0
98.0
189”|“|”‘ w.ﬂ“‘;,”u.h‘nk.m...“M..”..”,”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020293.D

Aca On : 12 May 2019 11:56

Operator : JU/SJ

ﬁ?ggle i K2768-06 P026-55014-0612-01
ALS Vial : 3 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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.04 3.99 ng 182807 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 86
Abundance Scan 3069 (21.039 min): BM020293.D (-3066) (-) m/z 57.05 100.00%
57.0
83.1
5000
111.0
139.1 209.0 248.9 281.1 20.80 21.00 21.20 21.40
Ly 33 Tn/z 69.05  67.07%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0
5000 RN SN BRI BN B
111.0 20.80 21.00 21.20 21.40
20.0 m/z 83.10 64 .84%
i [1390168.0 210.0238.0266.0 295.0
m/z--> 50 100 150 200 250 300 350
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0

20.80 21.00 21.20 21.40
5000 69.0 m/z 43.05 62.21%

‘ ‘M | | 125015401810 20402520
Al T reR D110

T
m/z--> 50 100 150 200 250 300 350

97.0

Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester e o
43.0 20.80 21.00 21.20 21.40
m/z 71.05 58.92%
69.0
5000 97.0
) ‘ | | 280 1690195022002520
A B a2 L

T
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020293.D

Aca On : 12 May 2019 11:56

Operator : JU/SJ

ﬁ?ggle i K2768-06 P026-55014-0612-01
ALS Vial : 3 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 5 unknown21.94 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.94 3.21 ng 147304 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. 4-propvl- 140 C10H20 004485-13-6 38
2 Cvclopentane. (2-methvibutvl)- 140 C10H20 053366-38-4 27
3 Cvclooctanemethanol 142 C9H180 003637-63-6 27
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 25
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 25

Abundance Scan 3222 (21.938 min): BM020293.D (-3220) (-) m/z 83.10 100.00%

5000

:

21.60 21.80 22.00 22.20
m/z 69.05 83.39%

m/z--> 50 100 150 200 250 300 350
Abundance #17304: 3-Heptene, 4-propyl-

a1
m
o

5000 97.0 B N B
21.60 21.80 22.00 22.20
140.0 m/z 97.10 77.72%
27.0 :
S
m/z--> 50 100 150 200 250 300 350
Abundance #17353: Cyclopentane, (2-methylbutyl)-
69.0
410 T[T i r[rrrrrrrrprrrrg
21.60 21.80 22.00 22.20
5000 111.0 m/z 55.05 61.50%
m/z--> 50 100 150 200 250 300 350
Abundance #19167: Cyclooctanemethanol LR B maama e
69.0 21.60 21.80 22.00 22.20
m/z 82.05 43.01%
5000 111.0
41.0
S oyl Pl
m/z--> 50 100 150 200 250 300 350 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020293.D

Aca On : 12 May 2019 11:56

Operator : JU/SJ

ﬁ?ggle i K2768-06 P026-55014-0612-01
ALS Vial : 3 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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.51 3.24 ng 158749 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 81
2 Farnesol isomer a 222 C15H260 1000108-92-4 72
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 64
4 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 59
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59

Abundance Scan 3319 (22.509 min): BM020293.D (-3317) (-) m/z 69.10 100.00%

69.1

%

5000
| 1370 207.0 282.0326.9 22.20 22.40 22.60 22.80
bbb L SP0D8268 | m/Z 81.05  40.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69.0
5000 TT TTTT TTTT TTT T T TTIT]

22 20 22. 40 22. 60 22.80
m/z 41.10 15.89%

137.0
191.0 273.0 341.0 410 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70961: Farnesol isomer a
69.0

é

22.20 22.40 22.60 22.80
5000 m/z 68.05 13.74%

L lﬂ.lflo 191.0

O

s

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69.0 22.20 22.40 22.60 22.80
m/z 95.00 13.19%
5000
137.0
180 | [[,1910 2730 3410 409.0 477.0 546.0
L o B e I B s e EREE B
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020293.D

Aca On : 12 May 2019 11:56

Operator : JU/SJ

ﬁ?ggle i K2768-06 P026-55014-0612-01
ALS Vial : 3 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 7 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.90 2.50 ng 122829 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Triacontane 422 C30H62 000638-68-6 80
5 Nonacosane 408 C29H60 000630-03-5 80
Abundance Scan 3385 (22.897 min): BM020293.D (-3382) (-) m/z 57.10 100.00%
51.1
T 1608 52160 2280 23,00 2320
195.0 249.9 283.0 . . . )
L “ Lok Loy 1005 SRR PT 82743860 1 “nzz 71.05  89.63%
m/z--> 50 1 150 200 250 300 350
Abundance #99476: Nonadecane
57.0
5000 R T UL S I
22 60 22. 80 23. oo 23 20
m/z 85.05 54 _76%
27,0 j | J ) ;410 1330 268.0
m/z--> 55 100 150 200 250 360 3éo
Abundance #83812: Tridecanol, 2-ethyl-2-methyl-
57.0
2260 22.80 23.00 23.20
5000 m/z 43.10 51.83%
99.0
| ‘ J J L4t O 181. 0211 ©
m/z--> 55 100 150 200 250 360 3éo
Abundance #155178: Octacosane B B
57.0 22.60 22.80 23.00 23.20
m/z 55.05 20.51%
- \/\J\V\W/\A/\A/\W
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> % @ m m 250 ﬁ @ ' nmnmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051219\

Data File : BM020293.D

Acq On : 12 May 2019 11:56

Operator : JU/SJ

3?22'6 i K2768-06 P026-SS014-0612-01
ALS Vial : 3 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 .29 7.29 111.7 ng 1848830 1 7.76 331063 20.0
n-Hexadecanoic acid 18.04 4.0 ng 132239 4 17.16 659506 20.0
Dichloroacetic ac... 21.04 4.0 ng 182807 5 21.35 917029 20.0
unknown21.94 21.94 3.2 ng 147304 5 21.35 917029 20.0
Squalene 22.51 3.2 ng 158749 6 23.63 981066 20.0
Nonadecane 22.90 2.5 ng 122829 6 23.63 981066 20.0
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