LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\

Data File : BF108978.D

Aca On : 13 Sep 2018 21:31 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4875-06 UG el

o : 091118-DBRI-F-D-M
isc :

ALS Vial : 17 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 4.913 434 438 447 rBV 136096 159053 3.51% 0.530%
2 5.331 505 509 513 rBVY 1561902 1446231 31.87% 4.823%
3 6.354 679 683 693 rBY 1304074 1042151 22.97% 3.475%
4 6.495 700 707 710 rBVY 2848870 2473257 54.51% 8.248%
5 6.725 743 746 750 rBV 968114 849871 18.73% 2.834%
6 6.883 769 773 777 rBVY 3280460 3085779 68.01% 10.290%
7 7.289 836 842 845 rBVY 2747842 2689508 59.28% 8.969%
8 8.007 960 964 968 rBVY 1350833 1058549 23.33% 3.530%
9 9.089 1143 1148 1151 rBV 4944480 4537237 100.00% 15.131%
10 9.477 1210 1214 1217 rBV 323138 253829 5.59% 0.846%

11 9.760 1258 1262 1265 rBV 1411781 1195333 26.34% 3.986%
12 10.436 1374 1377 1381 rVB 62631 52289 1.15% 0.174%
13 10.542 1391 1395 1398 rBV 2241265 1984705 43.74% 6.619%
14 11.236 1509 1513 1516 rBV 1365962 1162044 25.61% 3.875%
15 11.771 1601 1604 1614 rBV2 95893 114366 2.52% 0.381%

16 12.824 1778 1783 1786 rBV 4385242 4279344 94.32% 14.271%
17 13.407 1879 1882 1885 rBV 63335 53814 1.19% 0.179%
18 13.736 1934 1938 1955 rBV2 128694 253029 5.58% 0.844%
19 13.860 1955 1959 1963 rBV 1176202 999945 22.04% 3.335%
20 14.048 1987 1991 1995 rBV 109895 97794 2.16% 0.326%

21 14.354 2040 2043 2046 rBV 127028 109167 2.41% 0.364%
22 14.648 2089 2093 2096 rBV 163631 158091 3.48% 0.527%
23 14.718 2101 2105 2109 rVB 130168 122864 2.71% 0.410%
24 14.965 2143 2147 2151 rBV 142878 158790 3.50% 0.530%
25 15.265 2193 2198 2203 rBV 807230 1000222 22.04% 3.336%

26 15.324 2204 2208 2218 rVB 139753 184115 4._.06% 0.614%
27 15.730 2272 2277 2287 rBV 123087 176558 3.89% 0.589%
28 16.201 2351 2357 2365 rBV2 84687 155545 3.43% 0.519%

29 16.748 2444 2450 2456 rBV2 40915 76925 1.70% 0.257%
30 17.395 2556 2560 2567 rVB4 24621 56277 1.24% 0.188%
Sum of corrected areas: 29986682
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108978.D

Aca On : 13 Sep 2018 21:31

Operator : JU/SJ

a?ggle i J4875-06 091118-DBRI-F-D-M
ALS Vial : 17 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

Abundance TIC: BF108978.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108978.D

Aca On : 13 Sep 2018 21:31

Operator : JU/SJ

a?ggle i J4875-06 091118-DBRI-F-D-M
ALS Vial : 17 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.

4.91 3.74 ng 159053 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 437 (4.907 min): BF108978.D (-434) (-) m/z 43.00 100.00%
43.0
5000 591
1011 A RS UM LS LA
| 83.1 | 4.60 4.80 5.00 5.20
o} A NS NN m/z 59.10 51.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R IR LI L
59.0 460 480 500 520
0
150 41, 1010 m/z 101.10 19.25%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 4.80 500 520
5000 410 m/z 58.00 15.10%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one L L L L L B |
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.72%
5000
27.0 55.0
. BT ] 71080 eso
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108978.D

Aca On : 13 Sep 2018 21:31

Operator : JU/SJ

Sample : J4875-06

Misc :

ALS Vial : 17 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

091118-DBRI-F-D-M

Peak Number 2 unknown6.50 Concentration Rank 2

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

6.50 58.20 ng 2473260 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 708 (6.501 min): BF108978.D (-700) (-) m/z 132.00 100.00%
132.0
5000
68.1
IR SRR R R
401 540 | | 9‘?'1 1150 J 620 6.40 6.60 6.80
0 et m/z 68.10 34.76%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR SRR RSN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34 .30%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oo ok
5000 9go 1160 m/z 66.10 20.93%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.23%
97.0
5000
70.0
31.0
05— 'TT?H 'l“"'J| T |"¥1§?" L DAL S S RSN SRR RSN AR
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\BF091318\
Data File : BF108978.D

Aca On : 13 Sep 2018 21:31

Operator : JU/SJ

Sample : J4875-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tritetracontane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.74 5.06 ng 253029 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 87
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 74
3 Nonadecane 268 C19H40 000629-92-5 72
4 Tetradecane 198 C14H30 000629-59-4 62
5 Pentadecane 212 C15H32 000629-62-9 62

Abundance Scan 1939 (13.742 min): BF108978.D (-1934) (-) m/z 57.10 100.00%
57.1
5000 {_ﬂﬂd
11.1
1671 anmnmmm
O i - m/z 43.10 78 .65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 DAL UL DU SRR B
anmnmmm
m/z 71.10 65.00%
o 1? 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> §0 160 150 200 2éo 300 3éo 400 4éo 560 séo 660
Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester
43.0
13.40 13.60 13.80 14.00
5000 0 m/z 55.05 60.12%
0 W1 LJTSS'O 253.0
m/z--> §0 160 1%0 260 2éo 300 3éo 460 4%0 560 séo 660
Abundance #117637: Nonadecane T o
57.0 13.40 13.60 13.80 14.00
m/z 83.10 59.93%
5000
o111 1530 1600 268.0
m/z--> §0 160 150 200 250 300 3éo 400 4éo 560 séo 660 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108978.D

Aca On : 13 Sep 2018 21:31

Operator : JU/SJ

Sample : J4875-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

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

- C:\DATABASE\NIST11.L
n 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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.18 ng 109167 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2042 (14.348 min): BF108978.D (-2040) (-) m/z 57.05 100.00%
57.0
85.0
5000 (\vﬁz
141.1 14. 00 14.20 14.40 14.60
o...-.|,-. -nlrl'|--':,.}§3.l,.... B/ m/z 71.10 76.99%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0 L
5000
14. oo 14.20 14.40 14.60
m/z 43.10 71.52%
29.0
oLl J ]IJI,F 14101690197022502530 2960
m/z--> 50 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0 14.00 14.20 14.40 14.60
5000 m/z 85.05 58.34%
29.0
Ll P13°141046901910 240.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.00 14.20 14.40 14.60
m/z 41.00 25.39%
5000 85.0
0 J}Jlﬁﬂywm%mm B%%mmmmw%m
m/z--> 50 100 150 200 250 300 350 14.00 14.20 1440 14.60

8270-BF090518 .M

Fri Sep 14 16:04:12 2018

091118-DBRI-F-D-M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091318\

Data File : BF108978.D

Aca On : 13 Sep 2018 21:31

Operator : JU/SJ

a?ggle i J4875-06 091118-DBRI-F-D-M
ALS Vial : 17 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 7 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.46 ng 122864 Perylene-di12 15.27
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 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 2105 (14.718 min): BF108978.D (-2101) (-) m/z 69.05 100.00%
69.0
5000
07.1137.1 14.40 14.60 14.80 15.00
bl d g B0 el s2 278 05 57.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
14.40 14.60 14.80 15.00
1370 m/z 41.00 24 _.06%
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 95.05 15.22%
0 | _}0{-({113,7'? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol B A LR BEmEE e
69.0 14.40 14.60 14.80 15.00
m/z 68.10 13.13%
5000
137.0
o0 L, i .
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\BF091318\

Data File : BF108978.D

Aca On : 13 Sep 2018 21:31

Operator : JU/SJ

a?ggle i J4875-06 091118-DBRI-F-D-M
ALS Vial : 17 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 10 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.73 3.53 ng 176558 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2277 (15.730 min): BF108978.D (-2272) (-) m/z 57.05 100.00%
57.0
85.0
5000
141. 2169 1 . 15.40 15.60 15.80 16.00
0....|, ulll. e A2 .o m/z 71.05 71.68%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 URR BRSNS SR BUARR

15.40 15.60 15.80 16.00
m/z 43.05 60.40%

29.0
oL l.lﬂﬁl 14}01690197022502530 205.0323.0  367.0
bl 4 . e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R B
85.0 15.40 15.60 15.80 16.00
5000 ' m/z 85.05 53.31%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
S——— — B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo- T T
57.0 15.40 15.60 15.80 16.00
m/z 41.10 19.02%
85.0
5000
29.0 13 141 0 2250
s i O A o it
m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091318\

Data File : BF108978.D

Acg On : 13 Sep 2018 21:31

Operator : JU/SJ

Sample - J4875-06 091118-DBRI-F-D-M
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4 .91 3.7 ng 159053 1 6.73 849871 20.0
unknown6 .50 6.50 58.2 ng 2473260 1 6.73 849871 20.0
Tritetracontane 13.74 5.1 ng 253029 5 13.86 999945 20.0
Heneicosane 14_.35 2.2 ng 109167 5 13.86 999945 20.0
Supraene 14.72 2.5 ng 122864 6 15.27 1000220 20.0
Hexacosane 15.73 3.5 ng 176558 6 15.27 1000220 20.0
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