LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 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-BF051019.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 5.057 502 505 512 rBV 37340 50950 1.12% 0.132%
2 5.463 570 574 594 rBVY 4308899 4335435 95.64% 11.236%
3 6.475 742 746 764 rBVY 4433303 4533303 100.00% 11.749%
4 6.604 764 768 781 rVB 4891505 4330893 95.54% 11.224%
5 6.828 803 806 812 rBVY 1187206 991947 21.88% 2.571%
6 6.987 829 833 847 rBVY 3780562 3400431 75.01% 8.813%
7 7.392 897 902 914 rBY 2769444 2782999 61.39% 7.213%
8 8.110 1020 1024 1043 rBV 1205026 1230696 27.15% 3.190%
9 8.733 1127 1130 1137 rVB 47162 48560 1.07% 0.126%
10 9.186 1202 1207 1210 rBvV 4789301 4256143 93.89% 11.031%

11 9.580 1270 1274 1284 rBV 430947 405988 8.96% 1.052%
12 9.863 1318 1322 1330 rBV 1282631 1208237 26.65% 3.131%
13 10.657 1453 1457 1470 rBV 2408039 2435382 53.72% 6.312%
14 11.351 1571 1575 1584 rBV 1187329 1128837 24.90% 2.926%
15 11.874 1660 1664 1676 rBV 229320 293072 6.46% 0.760%

16 12.657 1794 1797 1803 rBV2 47798 62778 1.38% 0.163%
17 12.933 1839 1844 1847 rBV 3299918 3114613 68.71% 8.072%
18 13.833 1993 1997 2009 rBvV2 181975 440092 9.71% 1.141%
19 13.998 2021 2025 2033 rBV 1071070 1042064 22.99% 2.701%

20 14.151 2048 2051 2054 rBV 56564 54246 1.20% 0.141%
21 14.463 2101 2104 2107 rVB 84646 77218 1.70% 0.200%
22 14.774 2154 2157 2162 rVB 110497 109936 2.43% 0.285%
23 14.851 2167 2170 2173 rVB 69822 64810 1.43% 0.168%

24 15.110 2210 2214 2218 rBV 127058 152253 3.36% 0.395%
25 15.486 2273 2278 2287 rBV 1071725 1486447 32.79% 3.852%

26 15.915 2346 2351 2356 rBV 183145 278060 6.13% 0.721%
27 16.409 2430 2435 2447 rVB4 116906 269389 5.94% 0.698%

Sum of corrected areas: 38584779
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114432.D
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4000000
12.93

3000000
10.66

2000000

8.11 9.86 11.35
1000000

9.8 11.87
8.73 L Jt I 12.66

e T S

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF114432.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.60 Concentration Rank 1

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

6.60 87.32 ng 4330890 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 767 (6.598 min): BF114432.D (-764) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 g || o8O0 62 64 60 b 700
o R/ NSO 1| P -5 71 R— | N m/z 68.10 46.05%
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 N
5000 A I A L
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.46%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 29.62%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14395: 1,3,5-Trifluorobenzene e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.01%
5000
63.0 81.0
31.0 50.0 ‘ 101.0112.0
0 S S — |||‘| l::: ”\” ”” SR E— |‘||| S T
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 5.19 ng 293072 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1663 (11.869 min): BF114432.D (-1660) (-) m/z 43.00 100.00%
430 | 73.0
5000
129.1
97.1 R e o e
1571 1geo 2132 256.2 11:60 11.80 12.00 12.20
0 MR m/z 60.00 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L SR SN BRI B
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 73.00  87.11%
4 A
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 U AL SUNRA SRR B
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 74.69%
RECCRIN(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R aa e
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.05 73.10%
5000 129.0
0l15.0 |
.”,”.w.” R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.83 8.45 ng 440092 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Octacosanol 410 C28H580 000557-61-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 1996 (13.827 min): BF114432.D (-1993) (-) m/z 57.10 100.00%
57.1
RN BRI SO B B
29.1 207.0 13.60 13.80 14.00 14.20
O N 3021 m/z 43.10 86.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LI BUULIN UM I B
13.60 13.80 14.00 14.20
tl m/z 55.00 69.16%
0 ], 137, 16?0 238.0 283.0 434.0
m/z--> 5 100 150 200 2%0 300 350 400
Abundance #215904: Octacosanol
57.0
or.0 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 m/z 83.05 60.81%
0 J ‘ {|J \ f39? 181.0 222.0 292.0 334.0 392.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 e e o e S
57.0 197.0 13.60 13.80 14.00 14.20
m/z 69.00 51.38%
39.0
o120 | | \ J %JLJ 181.0 222.0 264.0 308.0
m/z--> 50 1(')0 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octadecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.11 2.05 ng 152253 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 83
2 Tetracosane 338 C24H50 000646-31-1 83
3 Hexacosane 366 C26H54 000630-01-3 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2214 (15.110 min): BF114432.D (-2210) (-) m/z 57.10 100.00%
57.1
5000 85.0
ol .Ji.l,ﬁ.ﬂ.l oy 9012250 267.0 T m/z 43.05 68.06%
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0
5000 85.0 LR BRI BULLILN B B
0.0 1480 1500 15.20 15.40
' m/z 71.10 65 .55%
0 l113 0 155 0183 0211 0 253 0
m/z--> éo 100 150 260 2%0 360 3%0
Abundance #175557: Tetracosane
57.0
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.05 47 .43%
29.0
ol ‘ ﬂ13014101690197022502530281030903380
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LA L LB L N N BN |
57.0 14.80 15.00 15.20 15.40
m/z 41.10 21.60%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 351;0 14. 80 15. oo 15. 20 15'40 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.74 ng 278060 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2352 (15.921 min): BF114432.D (-2346) (-) m/z 57.05 100.00%

5000

15.60 15.80 16.00 16.20
m/z 71.05 62.73%

1
o 169.1217.0265.0315.8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000

15,60 15.80 16.00 16.20
m/z 43.05 52.58%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48854: Dodecane, 2-methyl-
7.0
B e N R
15.60 15.80 16.00 16.20
5000 m/z 85.05 49 _.77%
141.0

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #223851: Hentriacontane B o B L L

57.0 15.60 15.80 16.00 16.20

m/z 55.05 22.66%
5000
13. O
ol 169.0 2250 309.0 365.0 436.0
A A e e e e R A m

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. 00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114432.D

Aca On : 20 May 2019 12:20

Operator : JU/SJ

Sample : K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.41 3.62 ng 269389 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Octadecane 254 C18H38 000593-45-3 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 2435 (16.409 min): BF114432.D (-2430) (-) m/z 57.05 100.00%
57.0
5000 85.0 \Jm\vﬁw«mh,]\\w/hvvvaAw
NI AU SUNA
13. 1141 1 16.00 16.20 16.40 16.60 16.80
ol Ll M heootoroz51 2650 saLl L S e
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0
5000 850 LIS B L B L L L L L LB
16.00 16.20 16.40 16.60 16.80
m/z 43.10 59.70%
1410 211.0
ol I,J.MF N
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.05 44 _.82%
85.0
0”% JJEB%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane L S e
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.00 19.07%
o T \WﬁmWwwhﬁ¢Mv"JARwakww~wwﬁvmw
29.0
ol | i Jﬂ13 141.0169.0197.0225,0254.0
m/z--> 50 100 @ 200 250 300 350 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052019\
Data File : BF114432.D

Acq On : 20 May 2019 12:20

Operator : JU/SJ

Sample - K2943-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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 .60 6.60 87.3 ng 4330890 1 6.83 991947 20.0
n-Hexadecanoic acid 11.87 5.2 ng 293072 4 11.35 1128840 20.0
Heptadecyl heptaf... 13.83 8.4 ng 440092 5 14.00 1042060 20.0
Octadecane, 1l-iodo- 15.11 2.0 ng 152253 6 15.49 1486450 20.0
Tetratetracontane 15.92 3.7 ng 278060 6 15.49 1486450 20.0
Tridecanol, 2-eth... 16.41 3.6 ng 269389 6 15.49 1486450 20.0
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