LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 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-BF091418 .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 5.325 504 508 512 rBY 1085969 1010383 68.30% 6.866%
2 6.354 678 683 693 rBY 1263173 1093978 73.95% 7.434%
3 6.489 702 706 709 rBVY 1288033 1117816 75.56% 7 .596%
4 6.719 742 745 749 rBV 800460 630227 42.60% 4.283%
5 6.878 768 772 775 rBV 904220 758472 51.27% 5.154%
6 7.125 811 814 825 rVB2 89383 91677 6.20% 0.623%
7 7.278 835 840 843 rBV 852106 690718 46.69% 4.694%
8 8.001 959 963 966 rBV 965399 753439 50.93% 5.120%
9 9.078 1142 1146 1149 rBV 964120 807508 54.59% 5.487%
10 9.313 1183 1186 1188 rBV3 78637 109587 7.41% 0.745%
11 9.389 1196 1199 1202 rBV3 70683 78054 5.28% 0.530%
12 9.472 1209 1213 1215 rBV 360593 336961 22.78% 2.290%
13 9.495 1215 1217 1219 rVB2 99297 87631 5.92% 0.596%

14 9.572 1226 1230 1233 rBV 730160 778195 52.61% 5.288%
15 9.713 1250 1254 1255 rBvV2 129180 155233 10.49% 1.055%

16 9.754 1255 1261 1266 rVvV3 821010 1031731 69.74% 7.011%
17 9.825 1266 1273 1274 rBV6 146473 279250 18.88% 1.898%
18 9.977 1296 1299 1300 rBV2 176055 182342 12.33% 1.239%
19 10.025 1305 1307 1310 rVB2 240084 210122 14.20% 1.428%
20 10.089 1315 1318 1321 rBV3 369034 438465 29.64% 2.980%

21 10.430 1373 1376 1380 rBV 394279 635085 42.93% 4_.316%
22 10.536 1392 1394 1397 rBV2 459893 447592 30.26% 3.042%
23 10.701 1419 1422 1424 rVB 1048878 971743 65.69% 6.604%
24 11.172 1499 1502 1505 rVB 1559870 1479291 100.00% 10.053%
25 15.283 2198 2201 2204 rVB2 425683 480337 32.47% 3.264%

26 16.630 2428 2430 2435 rBV5 34943 59574 4._.03% 0.405%

Sum of corrected areas: 14715411
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 35.47 ng 1117820 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 706 (6.489 min): BF109194.D (-702) (-) m/z 132.05 100.00%
13p.1
5000 68.1
96.1 UL R R
40.0 540 J 6.20 6.40 6.60 6.80
0 S8 S TR .2 | m/z 68.10 43.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL R R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.08%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok o ko
5000 9go 1160 m/z 66.10 26.89%
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|8|0| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.95%
5000 67.0
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; S "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.31 2.12 ng 109587 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxv)methvll- 242 C15H3002 002461-18-9 72
2 3-Undecene. 5-methvl- 168 C12H24 1000061-84-1 59
3 Cvcloheptane. methvl- 112 C8H16 004126-78-7 58
4 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 52
5 4-Trifluoroacetoxytetradecane 310 C16H29F302 1000245-47-6 52
Abundance Scan 1186 (9.313 min): BF109194.D (-1183) (-) m/z 55.10 100.00%
1

-

5000
39
109.1125.1 1500 174.1 207.1 9.00 9.20 9.40 9.60 '
(o m/z 57.10 61.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95880: Oxirane, [(dodecyloxy)methyl]-
57.0
5000 e
_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—r
830 9.00 9.20 9.40 9.60
111.0 m/z 69.10 57.17%
oL15.0 | 1400 1680 1970
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36781: 3-Undecene, 5-methyl-
55.0
P T T T T T
83.0 9.00 9.20 9.40 9.60
5000 ' m/z 41.10 49 _.97%
290 H 111.0
b ol L O o aeso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6698: Cycloheptane, methyl- A ERmma ma
55.0 9.00 9.20 9.40 9.60
97.0 m/z 43.10 47 .28%
5000
39
0 %3'd i | 7“"Ol‘ t 116'q | | |
Trrrrrrryprrrt Tirrryprrrrrrrr[rrrr[rrrr[rrrr[rrrr[rrrr _l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—r
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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-Decene Concentration Rank 4

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

9.57 15.09 ng 778195 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 97
2 Cvclodecane 140 C10H20 000293-96-9 94
3 Cvclopropane. nonvl- 168 Cl1l2H24 074663-85-7 93
4 1-Dodecanol 186 C12H260 000112-53-8 91
5 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 90

Abundance Scan 1230 (9.572 min): BF109194.D (-1226) (-) m/z 55.10 100.00%
58.1
83.1
5000
e 920 9.40 9.60 980
140.2 : : : :
0 3 ..!|,..]!.,.-...,...1.6,1.1...,15?7.-9.2,0?;2..,.. m/z 41.10 86.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17936: 1-Decene
58.0
5000 A SRS RN SRR
29.0 830 920 9.40 9.60 9.80
' 111.0 m/z 43.10 86.08%
' 1490
o R o B o e N B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17937: Cyclodecane
58.0
920 9.40 9.60 980
5000 83.0 m/z 69.10 82.98%
29.0
‘ 111.0 140.0
0"'w¢'ﬁ"ﬂ “ ‘ 'M"”I'”'l”"ﬁ"%"”I'”'I”
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #36766. Cyclopropane, nonyl- B BARRE RS
58.0 9.20 9.40 9.60 9.80
m/z 56.05 69.97%
5000 29.0 83.0
111.0
o et Al M L M0 teso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.82 Concentration Rank 8

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

9.82 5.41 ng 279250 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 45
2 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 30
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 30
4 Triacontvl acetate 480 C32H6402 041755-58-2 30
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 25

Abundance Scan 1272 (9.819 min): BF109194.D (-1266) (-) m/z 55.10 100.00%
581 74
5000
] ~ '9.60 9.80 10.00 10.20
oLy m/z 69.10 94 .87%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
54.0
7.0
5000 L IR IR I
9.60 9.80 10.00 10.20
m/z 41.10 82.43%
15.
o e e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate
57.0
97.0 ~ '9.60 9.80 10.00 10.20
5000 m/z 97.10 82.21%
ol 1L J L4320 1810 22402640 3220 367.0 468.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate R e o
57.0 9.60 9.80 10.00 10.20
m/z 83.10 68.00%
97.0
5000

ol 114l ‘j 1(3?0181022202640 322.0 367.0 4180

m/z--> 0 50 100 150 200 250 300 350 400 450 9.60 9. 80 10. OO 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Undecanoic acid Concentration Rank 10

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

9.98 3.53 ng 182342 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 50
2 n-Decanoic acid 172 C10H2002 000334-48-5 41
3 Dodecanoic acid 200 C12H2402 000143-07-7 38
4 Cetene 224 C16H32 000629-73-2 35
5 Carbonic acid, 2,2,2-trichloroet... 344 C14H23CI1303 1000314-55-7 35

Abundance Scan 1299 (9.977 min): BF109194.D (-1296) (-) m/z 55.10 100.00%
58.1 73.0
95.1
5000
2002 s, | SB0 9D 1000 1020
0! ] m/z 73.00 95 .44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50052: Undecanoic acid
a1.0 990
5000
129.0 9.60 9.80 10.00 10.20
87.0 : m/z 41.10 94 .44Y%
o 16.0 | I||| 1110 157.0 186.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240
Abundance #39474: n-Decanoic acid
73.0
oo 550 580 1000 1020
5000 m/z 60.00 78.15%
43.0
0...|....|........ ”I:I-I\O\I:\Llolwl‘l ..‘..l‘....lflu7.2.0|.... e BamE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61117: Dodecanoic acid
73.0 9.60 9.80 10.00 10.20
43.0 m/z 69.10 70.05%
5000
129.0
157.0 200.0
FE
oL ||‘l||‘|‘|‘||“l“‘|‘l‘: M::“‘luu‘ﬁu||‘||H“||||‘||‘|||||||‘||||||||||| R R M o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 960 980 1000 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.02 4_.07 ng 210122 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 76
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
3 2-methvloctacosane 408 C29H60 1000376-72-8 59
4 Tetradecane 198 C14H30 000629-59-4 59
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 53
Abundance Scan 1306 (10.019 min): BF109194.D (-1305) (-) m/z 57.10 100.00%
57.1
5000 vﬂxkkavavaAﬂﬂwv~”uﬂJuﬂLv
119.1 RN U SUNIL SRR B
151.2180 2 217.2 9.80 10.00 10.20 10.40
o} m/z 43.10 89.43%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 L IR SURBULS I B
9.80 10.00 10.20 10.40
m/z 71.10 85.87%
99.0
04270 i M ]l | 11410 183.0 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
9,80 10.00 10.20 10.40
5000 m/z 85.10 59.49%
99.0
o t’ mJ}ﬂomw 239.0  296.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane RS REEEE B
57.0 9.80 10.00 10.20 10.40
m/z 41.10 44 _21%
5000
99.0
o 2&9[ | J | 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 50 100 150 200 250 300 350 ' 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 8 6-Tetradecene, (Z2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.09 8.50 ng 438465 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tetradecene. (2)- 196 C14H28 041446-61-1 87
2 7-Tetradecene 196 C14H28 010374-74-0 86
3 Decvl trifluoroacetate 254 C12H21F302 000333-88-0 74
4 1-Undecanol 172 C11H240 000112-42-5 72
5 1-Tridecene 182 C13H26 002437-56-1 70

Abundance Scan 1318 (10.089 min): BF109194.D (-1315) (-) m/z 69.10 100.00%

1

5000

%

125.1 154.2 17421932 2223 9.80 10.00 10.20 10.40

o m/z 55.10 95.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58288: 6-Tetradecene, (2)-
55.0
5000 290 830 LANLENL L L L L L TT T T
9.80 10.00 10 20 10 40
m/z 43.10 89.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58275: 7-Tetradecene
41.0 69.0
R e A i
9.80 10.00 10.20 10.40
5000 m/z 41.10 85.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105158: Decy! trifluoroacetate R EEEEE S
55.0 9.80 10.00 10.20 10.40
m/z 83.10 77.51%
83.0
5000
29.0 111.0
0 ﬂ ‘ ‘ W\ I ‘ 140.0  167,0185.0 207.0 236.0
”.,”..“..,. T e e e T T R e A i
m/z--> 20 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 9 Undecane, 5-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.43 12.31 ng 635085 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-methvl- 170 C12H26 001632-70-8 53
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 53
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 52
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 50
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 50
Abundance Scan 1376 (10.430 min): BF109194.D (-1373) (-) m/z 57.10 100.00%
57.1
5000 J\AJDNApUAﬂj\NN/ﬁkANAAJA
85.1
UL BN BN B
113.1 1451 10.20 10.40 10.60 10.80
Ol el b ol o b o 2 203 2502 m/z 71.10 62.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38331: Undecane, 5-methyl-
43.0
71.0
5000 AL SN UL BN B
10,20 10.40 10.60 10.80
112.0 m/z 43.10 53.48%
ol 155.0
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
10,20 10.40 10.60 10.80
5000 m/z 41.10 29.33%
29.0 85.0
ol \ L P3040 1830
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢ R EEEEs
71.0| 1120 10.20 10.40 10.60 10.80
m/z 85.10 28.69%
. HH\l 70 19105160 250 312.0 342.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10,20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 10 Hexadecane, 2,6,10-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 13.14 ng 971743 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 90
2 Heptane. 3.3-dimethvl- 128 C9H20 004032-86-4 53
3 Hexane. 2.4.4-trimethvl- 128 C9H20 016747-30-1 50
4 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 50
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 50
Abundance Scan 1422 (10.701 min): BF109194.D (-1419) (-) m/z 57.10 100.00%
57.1

5000

Hr

10.40 10.60 10.80 11.00

1832032 2322 2582

0! m/z 71.10 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117657: Hexadecane, 2,6,10-trimethyl-
57.0
5000 LA L L L L L L LB B |
85.0 10.40 10.60 10.80 11.00
- 1120 183.0 m/z 43.10 55.97%
b d Ay L, o | o meo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12704: Heptane, 3,3-dimethyl-
57.0
)
10.40 10.60 10.80 11.00
5000 m/z 85.10 28.71%
210 99.0
0.PMHhHJH.A.P.”h”.W.”.“.” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12719: Hexane, 2,4,4-trimethyl- AL EE s S S
57.0 10.40 10.60 10.80 11.00
m/z 41.10 19.84%
- M
29.0 99.0
€ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109194.D

Aca On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 11 Dodecane, 2,6,10-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.17 20.00 ng 1479290 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 59
Abundance Scan 1502 (11.172 min): BF109194.D (-1499) (-) m/z 57.10 100.00%
57.1
5000 ANHNJAJNWﬂLAVNmMJ\JﬂAxAV
I o o eSS
10.80 11.00 11.20 11.40
141.2
o I— 1832 21122342 2643 m/z 71.10 84.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 U AR AR AR
10,80 11,00 11.20 11.40
29.0 85.0 m/z 43.10 52.66%
113.0
O,LLH, , momwmm
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
10.80 11.00 11.20 1140
5000 m/z 85.10 44 _87%
29.0 85.0
o L) ] 80 g 1830
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl- B B .
57.0 10.80 11.00 11.20 11.40
m/z 41.10 27 .00%
5000 W
85.0
112.0
ol _30.0, L w | 1410 1830 226.0
m/z--> 20 40 60 80 1(')0 12'0 140 1('30 180 200 220 240 260 280 10,80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092018\
Data File : BF109194.D

Acq On : 20 Sep 2018 20:53

Operator : JU/SJ

Sample : J4993-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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 .49 6.49 35.5 ng 1117820 1 6.72 630227 20.0
Oxirane, [(dodecy... 9.31 2.1 ng 109587 3 9.75 1031730 20.0
1-Decene 9.57 15.1 ng 778195 3 9.75 1031730 20.0
unknown9 .82 9.82 5.4 ng 279250 3 9.75 1031730 20.0
Undecanoic acid 9.98 3.5 ng 182342 3 9.75 1031730 20.0
Nonadecane 10.02 4.1 ng 210122 3 9.75 1031730 20.0
6-Tetradecene, (2)- 10.09 8.5 ng 438465 3 9.75 1031730 20.0
Undecane, 5-methyl- 10.43 12.3 ng 635085 3 9.75 1031730 20.0
Hexadecane, 2,6,1... 10.70 13.1 ng 971743 4 11.24 1479290 20.0
Dodecane, 2,6,10-... 11.17 20.0 ng 1479290 4 11.24 1479290 20.0
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