LSC Area Percent Report

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

Data File : BF108727.D

Aca On : 1 Sep 2018 9:11 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J4729-13 082918-SIDIF-)F-U-B
ALS Vial : 39 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

5.231 489 492 501 rBV 26140 37470 1.47% 0.285%
5.684 560 569 571 rBv4 31804 91954 3.60% 0.698%
rBv 54984 106651 4.18% 0.810%
6.772 751 754 790 rvVv 416494 1008135 39.47% 7.658%
7.007 790 794 815 rVB 124942 363374 14.23% 2.760%
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7.154 815 819 851 rVB 1263692 1877971 73.52% 14.265%
7.566 885 889 911 rBV 481124 1247615 48.84% 9.477%
8.284 1007 1011 1044 rBV 141288 431435 16.89%% 3.277%
rBV 1549061 2499385 97.85% 18.985%
9.742 1257 1259 1273 rVB 28079 44346 1.74% 0.337%
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11 10.042 1306 1310 1321 rBV 266427 402243 15.75% 3.055%
12 10.695 1417 1421 1426 rBV 33665 32541 1.27% 0.247%
13 10.836 1441 1445 1473 rBV 373568 831816 32.56% 6.318%
14 11.542 1561 1565 1586 rBV 236990 479489 18.77% 3.642%
15 13.119 1829 1833 1857 rBV 2136800 2554373 100.00% 19.403%

16 14.095 1989 1999 2011 rBVvV9 21737 92228 3.61% 0.701%
17 14.195 2012 2016 2026 rBvV 381521 539000 21.10% 4.094%
18 15.019 2152 2156 2161 rBvV 38036 42648 1.67% 0.324%
19 15.295 2200 2203 2210 rvB2 28514 32106 1.26% 0.244%
20 15.707 2268 2273 2276 rBV 26883 35493 1.39% 0.270%
21 15.754 2276 2281 2297 rVB 166967 343849 13.46% 2.612%
22 16.171 2348 2352 2359 rVB2 24381 35955 1.41% 0.273%
23 16.724 2439 2446 2450 rBV3 17763 34747 1.36% 0.264%
Sum of corrected areas: 13164824
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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\

BF108727.D
1 Sep 2018 9:11
Jus/sJ
J4729-13
39 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

082918-SIDI-F-U-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108727.D

Aca On : 1 Sep 2018 9:11

Operator : JU/SJ

ﬁ?ggle i J4729-13 082918-SIDI-F-U-B
ALS Vial : 39 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.23 2.06 ng 37470 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 33
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 492 (5.231 min): BF108727.D (-489) (-) m/z 43.10 100.00%
431
59.1
5000
101.0 RS RS SRR SRR N
50.9 | 83.0 480 500 520 540 5.60
ot m/z 59.10 60.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 n
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 18.37%
0 21.0 350 | 510, || 67.0 830 910 | |
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0 58.0
480 500 520 540 560
5000 m/z 58.05 17.83%
71.0 820
0 I i | 1 ‘ “ 97.0
LSRN SN SRR SURLELELS UL SUULLLN FLELELE SURLELELA UARLELE B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3098: 2-Propyn-1-ol, acetate A REE R B
43.0 480 5.00 520 5.40 5.60
m/z 41.10 9.98%
5000
. 55.0 70.0 98.0
m/z--> 20 30 "Joll 50 60 "foll 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108727.D

Aca On : 1 Sep 2018 9:11

Operator : JU/SJ

ﬁ?ggle i J4729-13 082918-SIDI-F-U-B
ALS Vial : 39 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 2 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 55.49 ng 1008140 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 754 (6.772 min): BF108727.D (-751) (-) m/z 132.00 100.00%

640 660 680 700 720

132.0
5000 68.0

01 m/z 68.05 41.92%

m/z--> 10 20 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 R T
6.40 6.60 6.80 7.00 7.20

m/z 134.00 31.56%

31.0 51.0
01
m/z--> 10 20 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 66.00 27.27%
33.0 44.0 0.0 105.0
| 560, | | 860 | “ ‘
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.05 16.77%

5000
104.0
66.0
140 270 390 540 T 700 oo | mso |

o |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108727.D

Aca On : 1 Sep 2018 9:11

Operator : JU/SJ

ﬁ?ggle i J4729-13 082918-SIDI-F-U-B
ALS Vial : 39 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 Carbonic acid, octadecyl 2,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.10 3.42 ng 92228 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 83
2 1-Heneicosanol 312 C21H440 015594-90-8 81
3 n-Tetracosanol-1 354 C24H500 000506-51-4 81
4 Behenic alcohol 326 C22H460 000661-19-8 81
5 n-Nonadecanol-1 284 C19H400 001454-84-8 74
Abundance Scan 2000 (14.101 min): BF108727.D (-1989) (-) m/z 57.05 100.00%
51.0 83.1
5000 111.0
208.0 Ny
13.80 14.00 14.20 14.40
Obrreprr b m/z 55.00 99.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester
5000 SRR U IR RS

13.80 14.00 14.20 14.40
m/z 83.10 88.67%

139.0 168.0195'0 224.0252.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
550 83.0
13.80 14.00 14.20 14.40
5000 m/z 43.05 75.59%
29.0
o I 1390 167.0 106.0  238.0 266.0294.0
e ey e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A REEEEEas
57.0 83.0 13.80 14.00 14.20 14.40
m/z 69.00 73.48%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
e e
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\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108727.D

Aca On : 1 Sep 2018 9:11

Operator : JU/SJ

ﬁ?ggle i J4729-13 082918-SIDI-F-U-B
ALS Vial : 39 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 4

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

15.02 2.48 ng 42648 Perylene-di12 15.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 78
4 trans-Farnesol 222 C15H260 000106-28-5 78
5 Farnesol isomer a 222 C15H260 1000108-92-4 64
Abundance Scan 2156 (15.019 min): BF108727.D (-2152) (-) m/z 69.05 100.00%

69.0
5000
1211 ' 14:80 15.00 15.20 15.40
61.1 282.0
o..-.l,'l. a b g gotr e . Wz 81.10 49.70%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0

5000 e
14.80 15.00 15.20 15.40

m/z 41.10 26.47%

137.0
0 4L FO707 Y 191.0 231.0 273.0 341.0 410.0
L i i i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0
R B BN B
14.80 15.00 15.20 15.40
5000 m/z 68.10 15.62%
111.0
OQQAM‘ ‘FWJMOBMZBOMM 384.0
i e e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R B A BmLaa
69.0 14.80 15.00 15.20 15.40
m/z 95.10 13.86%
5000
29.0
123.0 H
ANEEEE Elade: 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\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108727.D

Aca On : 1 Sep 2018 9:11

Operator : JU/SJ

ﬁ?ggle i J4729-13 082918-SIDI-F-U-B
ALS Vial : 39 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.09 ng 35955 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 86
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2352 (16.171 min): BF108727.D (-2348) (-) m/z 57.10 100.00%
51.1
5000
99.1 A SUNISR SRR B I
| i l| | ,147.0 207.1 282.1 15.80 16.00 16.20 16.40
o N m/z 43.05 65.61%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 SR U B DR
15. 80 16. oo 16 20 16.40
o7lo m/z 71.05 64.17%
o 141.0 183.0 225.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 44 . 44%
99.0
o ‘l‘J‘J‘ \{ 1410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 3éo '
Abundance #209565: Octacosane
57.0 15.80 16.00 16.20 16.40
m/z 41.00 19.36%
5000
99.0
027‘|0‘ ‘ 1 ﬂ L }410 1830 2250  281.0  337.0  394.0
m/z--> 50 100 150 260 250 360 3éo ' 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\

Data File : BF108727.D

Acq On : 1 Sep 2018 9:11

Operator : JU/SJ

3?22'6 i J4729-13 082918-SIDI-E-U-B
ALS Vial : 39 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]
2-Pentanone, 4-hy... 5.23 2.1 ng 37470 1 7.01 363374 20.0
unknown6 .77 6.77 55.5 ng 1008140 1 7.01 363374 20.0
Carbonic acid, oc... 14.10 3.4 ng 92228 5 14.20 539000 20.0
Squalene 15.02 2.5 ng 42648 6 15.75 343849 20.0
Eicosane 16.17 2.1 ng 35955 6 15.75 343849 20.0
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