LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091018\

Data File : BF108922.D

Aca On : 11 Sep 2018 4:-52 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4830-12 0mm1&oséiaue
isc :

ALS Vial : 35 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-BF090518 .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 4.925 436 440 449 rvVB 136175 150731 3.43% 0.538%
2 5.342 507 511 515 rBVY 1557085 1482993 33.72% 5.291%
3 6.366 681 685 695 rVB 1275518 1062937 24.17% 3.792%
4 6.507 704 709 712 rBVY 2899354 2569574 58.43% 9.168%
5 6.736 745 748 752 rBVY 1155005 920388 20.93% 3.284%

6.895 771 775 779 rBV 3795878 3488558 79.33% 12.446%
7.301 838 844 847 rBvV 2887007 2768843 62.97% 9.878%
8.019 962 966 969 rBV 1331951 1044464 23.75% 3.726%
9.095 1145 1149 1152 rBV 4952894 4397421 100.00% 15.689%
9.483 1212 1215 1227 rBV 511491 400295 9.10% 1.428%

=
QO ~NO®

11 9.766 1260 1263 1267 rBV 1108530 1002761 22.80% 3.578%
12 10.448 1376 1379 1382 rBV 146994 107544 2.45% 0.384%
13 10.554 1393 1397 1409 rBV 1583831 1530972 34.82% 5.462%
14 11.242 1511 1514 1518 rBV 967576 877863 19.96% 3.132%
15 12.830 1779 1784 1787 rBV 4286301 3865392 87.90% 13.791%

16 13.742 1935 1939 1949 rBV2 52616 92491 2.10% 0.330%
17 13.871 1957 1961 1965 rBV 1207550 1066196 24.25% 3.804%
18 14.724 2103 2106 2110 rVB 228204 211488 4.81% 0.755%
19 14.977 2146 2149 2154 rVB 51166 54424 1.24% 0.194%
20 15.277 2196 2200 2205 rBV2 619130 719711 16.37% 2.568%

21 15.336 2206 2210 2216 rVB 60700 81883 1.86% 0.292%

22 15.742 2275 2279 2284 rVB2 49002 71582 1.63% 0.255%

23 16.212 2354 2359 2364 rBV2 33787 60647 1.38% 0.216%
Sum of corrected areas: 28029158
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091018\
Data File : BF108922.D

Aca On : 11 Sep 2018 4:52

Operator : JU/SJ

Sample : J4830-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

090618-DBRI-E-U-B

Abundance TIC: BF108922.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108922.D

Aca On : 11 Sep 2018 4:52

Operator : JU/SJ

ﬁ?ggle i J4830-12 090618-DBRI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 3.28 ng 150731 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 439 (4.919 min): BF108922.D (-436) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 DN SRR SR RS S
| 83.0 | 460 4.80 5.00 5.20
O e e e m/z 59.10 54_07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BRSS!
460 4.80 5.00 5.20
59.0 m/z 101.10 17.89%
270 || oo 830 1010
Ot e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.10 16.25%
101.0
150 310 [ 580490 g0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B L AR
54.0 460 4.80 5.00 5.20
m/z 41.00 7.59%
5000 41.0
o Wl 730 1260 1450
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108922.D

Aca On : 11 Sep 2018 4:52

Operator : JU/SJ

ﬁ?ggle i J4830-12 090618-DBRI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2 unknown6.51 Concentration Rank 2

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

6.51 55.84 ng 2569570 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 709 (6.507 min): BF108922.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 APU SRS RAREE RALNE SRR
40.0 540 | 6.20 6.40 6.60 6.80
Ottt ridl, 80 [ dge0 M w77 68.10  41.21%
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 BB RARRE AR AR LR

6.20 6.40 6.60 6.80
m/z 134.00 33.36%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
R E e AR
6.20 6.40 6.60 6.80
5000 m/z 66.10 25.62%
63.0 81.0
310 50.0 | 9201010 112.0 |
o Mt YA RSP NS B 3OO RN MRS M.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine P
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.58%
97.0
5000
70.0
31.0 60.0
‘ 44.0 L, | 86.0 | 116.0 !
| MRS NN TS IS MBS PR S M IS, UR | BN SNIRY |\ S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108922.D

Aca On : 11 Sep 2018 4:52

Operator : JU/SJ

ﬁ?ggle i J4830-12 090618-DBRI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Triethyl citrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.45 2.14 ng 107544 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 40
4 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIF02 1000338-64-9 40
5 Piperazine-l-carboxylic acid, 4-... 396 C14H18CI2N205S 1000303-80-3 38
Abundance Scan 1379 (10.448 min): BF108922.D (-1376) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 R NI SRR BN SR
87.0 203.1 10.20 10.40 10.60 10.80
o} N P Y N S S G — m/z 115.00 38.38%
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 AR NARGN s
115.0 10,20 10.40 10.60 10.80
203.0 m/z 43.00 17.53%
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
' 10.20 10.40 10.60 10.80
5000 43.0 115.0 m/z 111.00 9.73%
87.0
\ ‘ I Ly | 18§0
0||| T ‘|‘||‘| ||M|| le\” . o e B o o NEMEEURU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester e e EEEms mm e
157.0 10.20 10.40 10.60 10.80
m/z 158.00 7.82%
5000
196.0
43.0 wo‘ﬂo 129.0 229.0
0||||||||||‘l‘||”‘||l|||‘||‘||”::||||‘||||‘||||‘||||||||||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108922.D

Aca On : 11 Sep 2018 4:52

Operator : JU/SJ

ﬁ?ggle i J4830-12 090618-DBRI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.72 5.88 ng 211488 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Farnesol isomer a 222 C15H260 1000108-92-4 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 2105 (14.718 min): BF108922.D (-2103) (-) m/z 69.10 100.00%
69.1
5000
TR T
07.1137.1 14.40 14.60 14.80 15.00
oL, ?g}o,u.' WO ety h7 81.05  52.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 AN AR IR
14.40 14.60 14.80 15.00
1370 m/z 41.00 22.92%
0 29.o|. L4l 10707 " 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
14.40 1460 14.80 15.00
5000 m/z 95.10 11.71%
0 Lk A}OZ-O‘PZ'? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a N BAEEEmEmE R
69.0 14.40 14.60 14.80 15.00
m/z 68.05 10.87%
5000
09.0
0 \‘ \h ‘\ A, U Al by 16:‘['0191'0222'0
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091018\

Data File : BF108922.D

Aca On : 11 Sep 2018 4:52

Operator : JU/SJ

ﬁ?ggle i J4830-12 090618-DBRI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5
R.T. EstConc Area Relative to ISTD R.T.
15.34 2.28 ng 81883 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86

Abundance Scan 2211 (15.342 min): BF108922.D (-2206) (-) m/z 57.10 100.00%

57.1

5000

15.00 15.20 15.40 15.60

o’ m/z 71.10 76.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 T[T I T[T rrr[rrrrprrror
85.0 15.00 15.20 15.40 15.60
29.0 m/z 85.00 58.82%
. | \ | | | [130141.0169.0107.0225.0253.0 282.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
T
85.0 15.00 15.20 15.40 15.60
5000 ' m/z 43.00 53.47%
29.0 113.0
oLl L 0016001670205 02530 2960
e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R R EaaEE
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22.19%
5000 85.0
113.0
o EWLIJW.‘MP@% 211.0239.0267.0295.0323.0 352.0
e e e e T
m/z--> 50 100 150 200 250 300 350 15. OO 15. 20 15. 40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091018\

Data File : BF108922.D

Acq On : 11 Sep 2018 4:52

Operator : JU/SJ

3?22'6 i J4830-12 090618-DBRI-E-U-B
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.92 3.3 ng 150731 1 6.74 920388 20.0
unknown6 .51 6.51 55.8 ng 2569570 1 6.74 920388 20.0
Triethyl citrate 10.45 2.1 ng 107544 3 9.77 1002760 20.0
Supraene 14.72 5.9 ng 211488 6 15.28 719711 20.0
Eicosane 15.34 2.3 ng 81883 6 15.28 719711 20.0
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