LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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 4.178 308 313 319 rBV 71406 89132 2.24% 0.261%
2 5.254 491 496 508 rvB 682922 790346 19.83% 2.315%
3 5.643 557 562 565 rBY 3451886 3184959 79.89% 9.331%
4 6.637 726 731 734 rBVY 3584163 3562540 89.36% 10.437%
5 6.784 752 756 760 rBY 3631496 3456135 86.69% 10.125%
6 7.013 792 795 799 rBV 1184531 1017519 25.52% 2.981%
7 7.172 818 822 825 rBVY 3214498 2669144 66.95% 7.820%
8 7.578 886 891 894 rBVY 2549640 2246212 56.34% 6.581%
9 8.301 1010 1014 1017 rBV 1403458 1280736 32.13% 3.752%
10 9.372 1192 1196 1199 rBV 4742078 3986564 100.00% 11.679%

11 9.760 1259 1262 1267 rBV 322055 256645 6.44% 0.752%
12 10.060 1309 1313 1317 rBV2 1643949 1423866 35.72% 4.171%
13 10.854 1443 1448 1461 rBV 2260637 2131524 53.47% 6.245%
14 11.554 1563 1567 1571 rBV 1458224 1291629 32.40% 3.784%
15 13.142 1833 1837 1840 rBV 3947368 3336275 83.69% 9.774%

16 13.695 1927 1931 1933 rBV2 47768 47350 1.19% 0.139%
17 14.024 1983 1987 1988 rBV 54132 47560 1.19% 0.139%
18 14.048 1988 1991 2003 rVB3 96219 201092 5.04% 0.589%
19 14.207 2014 2018 2022 rBV 1326327 1261312 31.64% 3.695%

20 14.342 2038 2041 2043 rBV 77494 71476 1.79% 0.209%
21 14.648 2090 2093 2098 rBV 81603 79147 1.99% 0.232%
22 14.977 2145 2149 2153 rVB 92179 97097 2.44% 0.284%

23 15.060 2160 2163 2167 rBV 135001 138783 3.48% 0.407%
24 15.342 2207 2211 2215 rVB2 89186 111855 2.81% 0.328%
25 15.771 2278 2284 2292 rVB 792286 1119396 28.08% 3.279%
26 16.236 2358 2363 2369 rBV 73803 119917 3.01% 0.351%
27 16.789 2453 2457 2469 rVB3 53464 115298 2.89% 0.338%

Sum of corrected areas: 34133509
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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

Abundance TIC: BF108248.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.25 15.53 ng 790346 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 495 (5.248 min): BF108248.D (-491) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 HRAY SRR RN IR R
5.00 5.20 5.40 5.60
O ey 5Ll 90 831 | h77 59.10  50.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN U UL IR
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 14.76%
0 21.0 350, | 510 || 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" 500 520 540 5.60
5000 m/z 58.10 14.61%
41.0
29.0 101.0
0 Wy 1Ll 800 73.0  86.0 \
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L L LB N
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.15%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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 2 unknown6.78 Concentration Rank 1

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

6.78 67.93 ng 3456140 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108248.D (-752) (-) m/z 131.95 100.00%
131.9
5000 68.0
6.40 6.0 6.80 7.00 7.20
0 B E e m/z 68.05 49 .66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR LA UL L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 66.10 32.70%
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 134.00 32.25%
s 0o | ||
0""l""'ﬁ""'"""l"'"l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R R b
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.95%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | S A N
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\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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 1-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .05 3.19 ng 201092 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 1-Hexacosanol 382 C26H540 000506-52-5 90

Abundance Scan 1991 (14.048 min): BF108248.D (-1988) (-) m/z 55.10 100.00%

591 83.1

5000
1391 q774 9011 2301 13.80 14.00 14.20 14.40
0! m/z 83.10 91.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95987: 1-Hexadecanol
550 83.0

13.80 14.00 14.20 14.40
m/z 43.10 86.40%

5000

o 140.0 168.0 196.0 2240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55.0 83.0

13.80 14.00 14.20 14.40
5000 111.0 m/z 97.10  80.32%

29.0

. 139.0 168.0 210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1 RS RE R L
550 83.0 13.80 14.00 14.20 14.40

m/z 69.05 71.97%

5000

139.0

168.0 196.0 238.0 266.0
T R e EEEmsmmme
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.48 ng 138783 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl1l4H24 062951-96-6 81
3 Supraene 410 C30H50 007683-64-9 74
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2163 (15.060 min): BF108248.D (-2160) (-) m/z 69.10 100.00%
69.1
5000
07. 1137 1 175.1 14.80 15.00 15.20 15.40
ol L BT 175120002432 agp 1 s4L2 o 2TTg1 05 48.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 LI B UL SR B
14.80 15.00 15.20 15.40
m/z 41.05 28.83%
ﬁ°7° (1750 2
| Ay F20 210 280 3410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
14,80 15.00 15.20 15.40
5000 m/z 68.05 11.91%
29.0
123.0
AR £
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene R B ST UM
69.0 14.80 15.00 15.20 15.40
m/z 95.10 11.37%
o \“hMM“MﬂwMNﬂMAWWHMWﬂv\ﬂMMMW
137.0
0 29.0{ L1 13070 | 191.0 2310 273.0 341.0 410.0
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\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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 Eicosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.14 ng 119917 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 87
4 Heptacosane 380 C27H56 000593-49-7 83
5 Docosane 310 C22H46 000629-97-0 83
Abundance Scan 2364 (16.242 min): BF108248.D (-2358) (-) m/z 57.10 100.00%
51.1
85.0
5000
Lo 0 stz mmaom 1600 1620 1640 1660
ob——4 I‘ . Il. d|| 1i Jn Au 1 |h|| |||I || AI|I||| L ||| |I Al II ——— P m/z 43_10 67_16%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
51.0
5000 85.0 LI I B BULIURN B

16.00 16.20 16.40 16.60
m/z 71.05 62.49%

13.0
ol jlul|yw 182.0211.0 252.0281.0308.0337.0
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175555: Tetracosane
57.0
R A M S
16.00 16.20 16.40 16.60
5000 85.0 m/z 85.05 58.29%
29.0 13.0
ol 4 by [] 141.0169.0197.0225 0253.0281.0309.0 338.0
——
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- A B  RBE RamEs L
57.0 16.00 16.20 16.40 16.60
m/z 41.10 20.57%
5000 80 A\N’W’\J\/"M\N\W\,\/
0 ‘1 ﬂl ‘14101690 210.0 239.0267.0 309033603660
——r e e T e S e R A maa s S
m/z--> 50 100 150 200 250 300 350 16. 00 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108248.D

Aca On 17 Aug 2018 17:31

Operator : JU/SJ

Sample = J4500-09

Misc :

ALS Vial : 18 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 Heptacosane, l1-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.79 2.06 ng 115298 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 80
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Hexadecane 226 Cl16H34 000544-76-3 76
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
5 Octacosane 394 C28H58 000630-02-4 59
Abundance Scan 2457 (16.789 min): BF108248.D (-2453) (-) m/z 57.10 100.00%
57.1
5000
1071 2390 2199 71 1630 1660 16.80 17,00 17120
o} : m/z 43.10 65.59%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 AL SRR B UM B
16.40 16.60 16.80 17.00 17.20
70 m/z 71.05 61.64%
ol 1. L1| L4 0 183.0217.0  273.0309.0343.0378.0 414.0
m'z-> 0 5 100 1éo 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 85.10 48.32%
99.
0 g ﬂ ; 141.0 183.0 2250 2670 309.0 351.0 393.0 436.0
mz-> 0 50 100 150 200 250 300 350 400 '
Abundance #83026: Hexadecane A B
57.0 16.40 16.60 16.80 17.00 17.20
m/z 41.10 19.69%
5000
99.0
Jiso | | | 141.0 1830 2260
m'z-> 0 éo 160 1éo 200 250 300 350 400 ' 16,40 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081718\
Data File : BF108248.D

Acq On 17 Aug 2018 17:31

Operator : JU/SJ

Sample - J4500-09

Misc :

ALS Vial : 18 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]
2-Pentanone, 4-hy... 5.25 15.5 ng 790346 1 7.01 1017520 20.0
unknown6.78 6.78 67.9 ng 3456140 1 7.01 1017520 20.0
1-Hexadecanol 14.05 3.2 ng 201092 5 14.21 1261310 20.0
Squalene 15.06 2.5 ng 138783 6 15.77 1119400 20.0
Eicosane, 7-hexyl- 16.24 2.1 ng 119917 6 15.77 1119400 20.0
Heptacosane, 1-ch... 16.79 2.1 ng 115298 6 15.77 1119400 20.0
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