LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051119\
Data File : BM020274.D
Aca On : 11 May 2019 16:06 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K2765-04 P026-SS003-0206-01
ALS Vial : 8 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

4.898 323 325 332 rVB3 11080 15021 1.08% 0.128%
5.345 396 401 411 rBV 607189 939269 67.35% 7.985%
rBv 602212 998102 71.57% 8.485%
7.298 726 733 741 rBV 657091 1051546 75.40% 8.939%
7.769 806 813 819 rBvV 189854 314026 22.52% 2.670%
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8.086 860 867 875 rBV 456242 768400 55.10% 6.532%
8.933 1004 1011 1028 rBV 351819 639623 45.86% 5.437%
rBv 193148 353172 25.32% 3.002%
13.027 1701 1707 1721 rBV 663201 1022855 73.34% 8.695%
13.868 1845 1850 1861 rBV 89137 134116 9.62% 1.140%
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11 14.280 1914 1920 1927 rBvV4 6776 16917 1.21% 0.144%
12 14.415 1937 1943 1952 rBV2 283655 449744 32.25% 3.823%
13 15.904 2191 2196 2210 rBV 568047 870425 62.41% 7.399%
14 17.162 2404 2410 2422 rBvV2 371858 540757 38.77% 4_.597%
15 18.045 2555 2560 2568 rBV2 79580 126312 9.06% 1.074%

16 19.221 2749 2760 2764 rBV7 14338 35711 2.56% 0.304%
17 19.327 2774 2778 2782 rBvV4 24744 33682 2.42% 0.286%
18 19.792 2851 2857 2869 rBV 1084961 1394610 100.00% 11.855%
19 20.056 2900 2902 2906 rBV5 9961 14546 1.04% 0.124%

20 21.044 3067 3070 3078 rBV 123986 163936 11.75% 1.394%
21 21.350 3117 3122 3133 rBV 537016 772331 55.38% 6.566%
22 22.391 3297 3299 3303 rVB3 51595 63555 4_56% 0.540%

23 22.521 3318 3321 3329 rVB 154990 206798 14.83% 1.758%
24 23.638 3505 3511 3521 rVB2 417676 837970 60.09% 7.124%

Sum of corrected areas: 11763424

8270-BM043019.M Mon May 13 18:46:21 2019 Page: 1



LSC Report - Integrated Chromatogram

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

Data File : BM020274.D

Aca On : 11 May 2019 16:06

Operator : Ju/SJ

ﬁ?ggle : K2765-04 P026-SS003-0206-01
ALS Vial : 8 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

Abundance TIC: BM020274.D
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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: BM020274.D

200000 1.77 10.56
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800000
13.03
600000 15.90
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14.42

200000
13.87 18.04

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: BM020274.D
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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
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Library Search Compound Report

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

Data File : BM020274.D

Aca On : 11 May 2019 16:06

Operator : Ju/SJ

ﬁ?ggle : K2765-04 P026-SS003-0206-01
ALS Vial : 8 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 66.97 ng 1051550 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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 733 (7.298 min): BM020274.D (-726) (-) m/z 132.00 100.00%
132
5000
0 o5 6| TS o ® 02 e 700 720 7.40 7.60
o.H.P.HPL.."..h”,”Ww.”.“.m,ﬂnw.”.“.”yh.w.. m/z 68.10 52.77%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 MM UL LR I R

7.00 7.20 7.40 7.60
70 m/z 66.00 35.01%

31 60
A A |
L o o e e RS N S S s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69

104 7.00 7.20 7.40 7.60

5000 m/z 134.00 32.50%
78
31 g ,,
0 ‘ N | H I |
R B R o o L AR REA T L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- e  Rmm

132 7.00 7.20 7.40 7.60
m/z 69.10 23.53%

5000
o 104
39 51 790 117
0 Ll Ly N \
R T

m/z--> 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\HPCHEMI\BNA M\DATA\BMO051119\

Data File : BM020274.D

Aca On : 11 May 2019 16:06

Operator : Ju/SJ

ﬁ?ggle : K2765-04 P026-SS003-0206-01
ALS Vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.04 4_.67 ng 126312 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 27
Abundance Scan 2559 (18.039 min): BM020274.D (-2555) (-) m/z 73.00 100.00%
73
60
43
5000
o 129
Us | 187171085 43 256 17.80 18.00 18.20 18.40
(o} m/z 60.00 72.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 4q
5000
17.80 18.00 18.20 18.40
m/z 43.05 55.82%
. | |J| A %01}151291431571711851992132272422?6
m/z--> 25 Jo eb 80 160 150 150 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73
17.80 18.00 18.20 18.40
5000 - m/z 55.05 53.63%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 73 17.80 18.00 18.20 18.40
43 m/z 57.00 53.26%
5000 129
29
oL 15
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\HPCHEMI\BNA M\DATA\BMO051119\

Data File : BM020274.D

Aca On : 11 May 2019 16:06

Operator : Ju/SJ

ﬁ?ggle : K2765-04 P026-SS003-0206-01
ALS Vial : 8 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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.04 4.25 ng 163936 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 97
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 Cvclotridecane 182 C13H26 000295-02-3 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 90

Abundance Scan 3069 (21.039 min): BM020274.D (-3067) (-) m/z 83.00 100.00%

57

5000 111

-

l139 167 205 228 e 20.80 21.00 21.20 21.40
0! 1 Iy ) N .Il..|....| e m/z 69.10 97.31%
m/z--> 50 100 150 200 250 300 350
Abundance #53619: Cyclotetradecane

:

83

5000 LA L L L L LB
20. 80 21. 00 21. 20 21. 40
29 111 m/z 57.10 93.44%
| 4330 168 19
0 B
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43
B N R
20.80 21.00 21.20 21.40
5000 83 m/z 55.00 87.21%
18 111
0 ‘ Lol fied ' k | ‘139 168 196 224 252 278 308 336 364
....,... . I B AL B e o s
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester L B e
43 20.80 21.00 21.20 21.40
m/z 43.05 84 _75%
69
5000
97
(I ‘ 4 ' 154 183 224 292
Ottt — R N SN ERE e
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\HPCHEMI\BNA M\DATA\BMO051119\

Data File : BM020274.D

Aca On : 11 May 2019 16:06

Operator : Ju/SJ

ﬁ?ggle : K2765-04 P026-SS003-0206-01
ALS Vial : 8 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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.52 4.94 ng 206798 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
2 Saualene 410 C30H50 007683-64-9 87
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 72
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3321 (22.521 min): BM020274.D (-3318) (-) m/z 69.10 100.00%
60
5000
Al ga 22.20 22.40 22.60 22.80
207 : : : :
ol L ddl gy aly 375 207231 28 325 s57 420 o n St O G ey
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
5000 AR AUV AR IARER
2220 22.40 22.60 22.80
4t m/z 41.05 16.92%
0 L ey 95“ . 1 161 191 217 244 273 299 341 367 410
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #158503: Squalene
69
22.20 22.40 22.60 22.80
5000 m/z 68.05 12.08%
41 \
0 W ;1@ A 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R AR R R R
9 22.20 22.40 22.60 22.80
m/z 95.05 11.95%
5000{ 41
9 137
0 .“ \l \‘ H\Lh ;Ml@ ” 161 192|219 247|2|73|||3|:!'|6| LA e S —
m/z--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM020274.D

Acq On : 11 May 2019 16:06

Operator : JU/SJ

ﬁ?ggle : K2765-04 P026-SS003-0206-01
ALS Vial : 8 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 67.0 ng 1051550 1 7.77 314026 20.0
n-Hexadecanoic acid 18.04 4.7 ng 126312 4 17.16 540757 20.0
Cyclotetradecane 21.04 4.3 ng 163936 5 21.35 772331 20.0
2,6,10,14,18,22-T... 22.52 4.9 ng 206798 6 23.64 837970 20.0
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