LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108731.D

Aca On : 1 Sep 2018 11:00 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4729-17 082918-TIP(?—E-U-B
isc :

ALS Vial : 43 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-BF083018 .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

5.707 562 573 574 rBV5 16062 39170 1.70% 0.341%
6.666 731 736 740 rBV2 29084 62827 2.73% 0.547%
rBv 231970 687117 29.85% 5.981%
7.007 790 794 811 rBV 96443 291360 12.66% 2.536%
7.154 815 819 852 rVB 867406 1435273 62.35% 12.493%
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7.572 886 890 910 rBV 259554 894652 38.87% 7.787%
8.283 1007 1011 1037 rBV 124333 382655 16.62% 3.331%
rBV 1223492 2043031 88.76% 17.783%
9.742 1256 1259 1269 rBV 78275 120671 5.24% 1.050%
10.042 1306 1310 1329 rBV 291556 446560 19.40% 3.887%
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11 10.695 1418 1421 1428 rBV 75039 71941 3.13% 0.626%
12 10.836 1441 1445 1470 rBV 348877 792979 34.45% 6.902%
13 11.542 1561 1565 1585 rBV 273650 543331 23.60% 4.729%
14 13.118 1829 1833 1856 rBV 1916176 2301862 100.00% 20.036%

15 14.083 1990 1997 2000 rBv4 30945 69814 3.03% 0.608%
16 14.195 2012 2016 2025 rBvV 400946 570344 24.78% 4.964%
17 14.259 2025 2027 2032 rVvv3 20713 24648 1.07% 0.215%
18 14.307 2032 2035 2039 rVB 25685 23509 1.02% 0.205%
19 14.612 2084 2087 2092 rBB2 31774 30343 1.32% 0.264%
20 14.936 2139 2142 2146 rBV 40071 40184 1.75% 0.350%
21 15.018 2153 2156 2163 rVB 62642 69344 3.01% 0.604%
22 15.295 2200 2203 2208 rBV 42540 50901 2.21% 0.443%
23 15.706 2268 2273 2276 rBV 40841 53070 2.31% 0.462%
24 15.753 2276 2281 2293 rVV 184288 363678 15.80% 3.166%
25 16.171 2347 2352 2361 rBV 33104 52978 2.30% 0.461%
26 16.718 2441 2445 2450 rVB3 16873 26368 1.15% 0.230%
Sum of corrected areas: 11488610
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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 F\DATA\BF083118\

BF108731.D
1 Sep 2018 11:00
JussJ
J4729-17
43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108731.D

Aca On : 1 Sep 2018 11:00

Operator : JU/SJ

Sample : J4729-17

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 1 unknown6.78 Concentration Rank 2

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

6.78 47.17 ng 687117 1,4-Dichlorobenzene-d4 7.01
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 12
4 Xenon 132 Xe 007440-63-3 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 755 (6.778 min): BF108731.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1 JLV
TrrrrTyTTT T T T T T T T T
400 540 ‘ 9.0 6.40 6.60 6.80 7.00 7.20
Ot bt 70 889 | 1080 Ll /7 68.10  43.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR LA BN RN
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.57%
O'H'J“Jhw!'w”'“l'“!i“7hq'“|'“'|“""'w"“l'“'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 28.49%
33.0 44.0 0.0 105.0
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R RAERREa e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.71%
97.0
5000 0.0
52.0
810 86.0 116.0
ot e e e LI L e e e e e B
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108731.D

Aca On : 1 Sep 2018 11:00

Operator : JU/SJ

Sample : J4729-17

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.22 ng 71941 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 3-Chloro2-fluorobenzoic acid. 6-... 384 C22H34CIF02 1000338-65-3 40
4 2-Chlorobenzoic acid. hexadecvl ... 380 C23H37Cl102 070152-86-2 38
5 Adipic acid, ethyl pent-4-en-2-y... 242 C13H2204 1000354-11-7 33
Abundance Scan 1422 (10.701 min): BF108731.D (-1418) (-) m/z 157.10 100.00%
157.1
5000 1150
43|-° 87.0 203.1 10.40 10.60 10.80 11.00
Obrrrprrrr bbb b b e e e e || M/z 115.00 35 83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 S B B e
5000 115.0 1040 10.60 10.80 11.00
203.0 m/z 43.00 15.01%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
B A AR RSN AR Raa R
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 11.47%
87.0
‘ 188.0
0 SN R YNPY S Y YT N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #204426: 3-Chloro2-fluorobenzoic acid, 6-pentadecy! ester B REE e e ]
157.0 10.40 10.60 10.80 11.00
m/z 111.00 9.57%
5000
210.0
69.0 97.0
N T o N T 1 N P I 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\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108731.D

Aca On : 1 Sep 2018 11:00

Operator : JU/SJ

Sample : J4729-17

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2- Bromopropionic acid, pen... Concentration Rank 7

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

14.08 2.45 ng 69814 Chrysene-di12 14.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 86
4 Behenic alcohol 326 C22H460 000661-19-8 83
5 1-Heptacosanol 396 C27H560 002004-39-9 83
Abundance Scan 1996 (14.077 min): BF108731.D (-1990) (-) m/z 57.05 100.00%

57.0 83.1
5000
1111
2079 13180 14100 1420 1440
o m/z 43.05 99 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191706: 2- Bromopropionic acid, pentadecy! ester
57.0
83.0
5000 LN SO BUMRU SR I

13. 80 14. OO 14 20 14. 40
29.0 111.0 m/z 83.10 88.78%

153.0 182.0208.0 255.0

Ottt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
13.80 14.00 14.20 14.40
5000 111.0 m/z 55.05 86.81%
29.0 139
o L L g 167:0195.0222.0 250.0 280.0 308.0 336.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT IIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185169: Heptadecy! trifluoroacetate A BRREEEEE LS
57.0 13.80 14.00 14.20 14.40

m/z 97.10 65.48%

5000

29.0

154.0 182.0 210.0 238.0 283.0 334.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108731.D

Aca On : 1 Sep 2018 11:00

Operator : JU/SJ

Sample : J4729-17

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.02 3.81 ng 69344 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 83
5 trans-Farnesol 222 C15H260 000106-28-5 72
Abundance Scan 2156 (15.018 min): BF108731.D (-2153) (-) m/z 69.10 100.00%
69.1
3911 07.0137.0 14:80 15.00 15.20 15.40
oL B B rsozor0 a0 e G 56, 83%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0

5000 SR e e
14.80 15.00 15.20 15.40

\ m/z 41.10 31.47%

070

0 390, Iy i | | 175 0  231.0 273.0 341.0
gt A
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
I S RERES B s
14.80 15.00 15.20 15.40
5000 m/z 95.00 15.99%
137.0
o120 |} 107.0 | 191.0 231.0 273.0 341.0 410.0
L L e o B HELA Ba  o E
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R B R e e
69.0 14.80 15.00 15.20 15.40
m/z 68.10 14 .64%
5000
137.0
29.0 | bmyo ] 192.0 247.0 316 0
ol U},%NH.\.. e A”..“..........w..
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108731.D

Aca On : 1 Sep 2018 11:00

Operator : JU/SJ

Sample : J4729-17

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.80 ng 50901 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2202 (15.289 min): BF108731.D (-2200) (-) m/z 57.10 100.00%
57.1
5000
| o2 1931 " 1500 15,70 1540 1560
ob— A b i e 280 "m/z 43.05  65.58%
m/z--> 50 1 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LRI BB BUEL UL B
mmmmmmmm
99.0 m/z 71.05 54 _35%
410
oL 2L L LA | 20 g0 250 o
m/z--> 50 1 o 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 38.05%
99.0
o 27,0{ j ] &l.l.}4%0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #194493: Hexacosane
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22.64%
5000
99.0
0 ‘ j | t\ 1410 1830 2250 267.0 309.0  367.0
m/z--> 55 100 150 200 250 300 3éo 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108731.D

Aca On : 1 Sep 2018 11:00

Operator : JU/SJ

Sample : J4729-17

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.91 ng 52978 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2352 (16.171 min): BF108731.D (-2347) (-) m/z 57.05 100.00%
57.0
5000
| 1551 207.1 15.80 16.00 16.20 16.40
o..'.,.J.-.'.* L e || m/z 43.05  58.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 A U UG B B
15. 80 16. oo 16. 20 16.40
99.0 m/z 71.05 56.92%
ol Il | 4 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> éo 160 1éo 260 2éo 360 3%0 460 '
Abundance #209565: Octacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 43.15%
99.0
oLt L, Iy }410 1830 2250 2810 387.0 3940
m/z--> éo 160 150 260 2%0 360 350 460 '
Abundance #215181: 2-methyloctacosane
57.0 15.80 16.00 16.20 16.40
m/z 41.05 20.72%
5000
99.0
o ‘J | | | 1420 183.0 225.0 267.0 309.0 3650
m/z--> ' 160 1éo 260 250 300 3%0 460 ! 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108731.D

Acq On : 1 Sep 2018 11:00

Operator : JU/SJ

Sample : J4729-17

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
Quant Title : 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]
unknown6.78 6.78 47.2 ng 687117 1 7.01 291360 20.0
Triethyl citrate 10.70 3.2 ng 71941 3 10.04 446560 20.0
2- Bromopropionic... 14.08 2.5 ng 69814 5 14.19 570344 20.0
Squalene 15.02 3.8 ng 69344 6 15.75 363678 20.0
Eicosane 15.29 2.8 ng 50901 6 15.75 363678 20.0
Hentriacontane 16.17 2.9 ng 52978 6 15.75 363678 20.0
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