LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 J4659-08 082218-SIDIF-)E-U-S
ALS Vial : 37 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 F\METHODS\8270-BF080818 .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 5.231 489 492 499 rVB 34678 39432 1.11% 0.196%
2 5.625 555 559 573 rBV 967009 918447 25.92% 4 _.563%
3 6.613 724 727 731 rBV 737516 645963 18.23% 3.209%
4 6.766 749 753 757 rBV 2044453 1737034 49.02% 8.630%
5 6.995 789 792 796 rBV 683192 620189 17.50% 3.081%
6 7.154 815 819 823 rBVY 2654418 2492264 70.33% 12.383%
7 7.560 883 888 892 rBVY 1949283 2012376 56.79% 9.998%
8 8.283 1007 1011 1026 rBV 817228 732355 20.67% 3.639%
9 9.354 1187 1193 1197 rBvY 3756918 3543467 100.00% 17.605%
10 9.742 1256 1259 1265 rBV 63781 58696 1.66% 0.292%
11 10.042 1307 1310 1324 rVB2 813819 712898 20.12% 3.542%
12 10.442 1376 1378 1382 rVB 40966 36714 1.04% 0.182%
13 10.701 1418 1422 1426 rBvV 99466 83609 2.36% 0.415%

14 10.836 1441 1445 1456 rBV 1137527 1123440 31.70% 5.582%
15 11.536 1560 1564 1572 rBV 729503 635771 17.94% 3.159%

16 13.124 1829 1834 1837 rBV 3130356 2758293 77.84% 13.704%

17 14.071 1989 1995 2001 rBV7 13726 40332 1.14% 0.200%
18 14.189 2011 2015 2025 rVB 771665 707014 19.95% 3.513%
19 14.624 2085 2089 2093 rVB 65177 64272 1.81% 0.319%

20 14.948 2140 2144 2148 rBV 103481 104726 2.96% 0.520%

21 15.312 2201 2206 2211 rVB 114694 139419 3.93% 0.693%
22 15.742 2270 2279 2294 rVB2 361400 652080 18.40% 3.240%
23 16.189 2350 2355 2362 rBV 86265 140127 3.95% 0.696%

24 16.742 2441 2449 2455 rBV2 47254 90127 2.54% 0.448%
25 17.389 2555 2559 2566 rVB4 17552 38189 1.08% 0.190%
Sum of corrected areas: 20127234
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108535.D
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Library Search Compound Report

8270-BF080818.M Tue Aug 28 14:47:19 2018

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :

C:\DATABASENNIST11.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 1 unknown6.77 Concentration Rank 2

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

6.77 56.02 ng 1737030 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.772 min): BF108535.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RARSE SR RS SRS
40.0 541 6.40 6.60 6.80 7.00 7.20
0 gL.0 e — m/z 68.10 40.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR S LA A
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 34.33%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 25.93%
s 0o | ||
0""l""'ﬁ"""""l"'"l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A B e AR
57.0 132.0 6.40 6.60 6.80 7.00 7.20
4.0 m/z 69.10 16.08%
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G | —
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Triethyl citrate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.35 ng 83609 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 1-Amino-2-methvInaphthalene 157 C11H11N 002246-44-8 38
3 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIF02 1000338-64-9 36
4 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 36
5 Piperazine-1l-carboxylic acid, 4-... 396 C14H18CI2N205S 1000303-80-3 36
Abundance Scan 1422 (10.701 min): BF108535.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
43.0 B DA S IR B
87.0 203.1 10,40 10.60 10.80 11.00
| SRR POV RN | S WY AU W —— m/z 115.00 31.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000] 29.0 T T ----uA---u----u
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.05 17.17%
bl | 600 80 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #29219: 1-Amino-2-methylnaphthalene
157.0
10.40 10,60 10.80 11.00
5000 m/z 111.00 10.31%
oL, 27.0 510 77.0 102.0 12?'0‘”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196760: 3-Chloro2-fluorobenzoic acid, 6-tetradecyl ester R R R ]
157.0 10.40 10.60 10.80 11.00
m/z 203.10 9.70%
5000
196.0
97.0
o...P..?i?ﬁm?%f,h.Jq.ﬂ.f?ﬁ?v...P..tp............??79”.,. R | S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .95 2.96 ng 104726 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2144 (14.948 min): BF108535.D (-2140) (-) m/z 57.05 100.00%
57.0
5000
L 14160 14,80 15,00 1520
1411 : : :
0...‘,.1..‘.",-. P M/z 43.10 59.11%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L B S B SULRL B

14,60 14.80 15.00 15.20
m/z 71.05 55.89%

27}0|

99.0
o2 Ly }410 183.0 225.0 267.0 309.0338.0
b e e T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
I RN TR e s S s
14.60 14.80 15.00 15.20
5000 m/z 85.10 39.27%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
I LA W B o B e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22 .55%
5000
99.0
ol L. | |l |, 1410 1830 2250 267.0 309.0  367.0
——p A e T R AR EEEEE
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 4.28 ng 139419 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2206 (15.312 min): BF108535.D (-2201) (-) m/z 57.10 100.00%

57.1
5000

90.1
\ 1410 1832 2251 15.00 15.20 15.40 15.60
o...l,..'ill.i.-.‘,‘. 2 m/z 71.10 57.93%

m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
5000 LA L L L L L LB LB |
15.00 15.20 15.40 15.60
m/z 43.10 56.55%
o279 J |, 1410 1830 2250 267.0 3100
e I o o e o L e B e B AL B e e |
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R R R R R EREERREE
15.00 15.20 15.40 15.60
5000 m/z 85.10 42 .31%
99.0
oL L. I | 4 1410 1830 2050 267.0 309.0 _ 367.0
e T e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.63%
5000
99.0
ol2%0 Ly 1410 183.0 2250 2810  337.0  394.0
e o e e L e o e e LI B o o o e e LA R I RERREEEE RS RSy
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 4_.30 ng 140127 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2355 (16.189 min): BF108535.D (-2350) (-) m/z 57.10 100.00%

5000

F

15.80 16.00 16.20 16.40 16.60
m/z 43.05 58.64%

0!

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 LIS B L L L L L L LB

15.80 16.00 16.20 16.40 16.60
m/z 71.05 56.96%

13.0
]n 16902250 30903650 437.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0
T BEERAREE RS SR
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 41.59%

13.0
| 169.0 2250 2960

O+ P e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 23.41%
5000
13.0 160.0

ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 R —
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108535.D

Aca On : 28 Aug 2018 3:15

Operator : JU/SJ

ﬁ?ggle i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.76 ng 90127 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2449 (16.742 min): BF108535.D (-2441) (-) m/z 57.10 100.00%
57.1
LN SRR I
141.2 177.0 16.40 16.60 16.80 17.00
N hl"-.'- (7290 2810 | "m/z 43.05 59.51%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L DAL UL DU B B
16. 40 16 60 16. 80 17.00
99.0 m/z 71.05 52.64%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194494: Hexacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 39.59%
.0
oL 2%0 Lo ] 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #209566: Octacosane
57.0 16.40 16.60 16.80 17.00
m/z 55.10 17.91%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 1640 1660 1680 1700 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108535.D

Acg On : 28 Aug 2018 3:15

Operator : JU/SJ

3?22'6 i J4659-08 082218-SIDI-E-U-S
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.77 6.77 56.0 ng 1737030 1 7.00 620189 20.0
Triethyl citrate 10.70 2.4 ng 83609 3 10.04 712898 20.0
Tetracosane 14.95 3.0 ng 104726 5 14.19 707014 20.0
Docosane 15.31 4.3 ng 139419 6 15.74 652080 20.0
Hentriacontane 16.19 4.3 ng 140127 6 15.74 652080 20.0
Heneicosane 16.74 2.8 ng 90127 6 15.74 652080 20.0
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