LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4659-03 082218-TIP(?—F-U-B
isc :

ALS Vial : 32 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 5.231 489 492 500 rvB 35763 38685 1.11% 0.199%
2 5.625 555 559 576 rVB 911125 827933 23.69% 4.258%
3 6.613 724 727 731 rBV 561131 504422 14.43% 2.594%
4 6.766 749 753 757 rBVY 1856696 1667095 47.69% 8.574%
5 7.001 789 793 796 rBV 719627 644048 18.42% 3.312%
6 7.154 815 819 823 rBVY 2612741 2517422 72.02% 12.948%
7 7.566 883 889 892 rBVY 1983591 2011459 57.54% 10.345%
8 8.283 1007 1011 1023 rBV 840340 739848 21.17% 3.805%
9 9.354 1187 1193 1197 rBvV 3676108 3495528 100.00% 17.978%
10 9.742 1256 1259 1267 rBV 90911 82982 2.37% 0.427%

11 10.042 1307 1310 1322 rVB2 819604 706118 20.20% 3.632%
12 10.701 1419 1422 1426 rBV 71466 59300 1.70% 0.305%
13 10.836 1441 1445 1457 rBV 1113392 1056628 30.23% 5.434%
14 11.536 1561 1564 1573 rBV 691126 625458 17.89% 3.217%
15 13.124 1830 1834 1837 rBV 3006641 2588428 74.05% 13.313%

16 13.671 1923 1927 1930 rBvV2 63149 56454 1.62% 0.290%
17 14.001 1980 1983 1987 rBvV 74743 62195 1.78% 0.320%
18 14.065 1987 1994 2001 rBvV8 14819 47236 1.35% 0.243%
19 14.189 2012 2015 2022 rBvV 696457 689135 19.71% 3.544%
20 14.318 2033 2037 2040 rBV 100808 89577 2.56% 0.461%
21 14.624 2086 2089 2094 rVB 106233 103589 2.96% 0.533%
22 14.954 2141 2145 2148 rVB 89778 97686 2.79% 0.502%
23 15.036 2155 2159 2164 rBV 35143 39672 1.13% 0.204%
24 15.312 2202 2206 2210 rBV 77645 90779 2.60% 0.467%
25 15.748 2272 2280 2288 rBV 331371 536232 15.34% 2.758%
26 16.195 2351 2356 2361 rVB2 40181 65384 1.87% 0.336%
Sum of corrected areas: 19443293
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01

Operator : JU/SJ

ﬁ?ggle i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 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: BF108530.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01

Operator : JU/SJ

ﬁ?ggle i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 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 unknown6.77 Concentration Rank 2

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

6.77 51.77 ng 1667100 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108530.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 B e J T ok ok 7ho 70
01 R e m/z 68.10 40.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR S LA L
6.40 6.60 6.80 7.00 7.20
310 5L0 m/z 134.00 33.27%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 26.42%
65.0 92.0
O "%iq ““'I‘j"'ul"l '%qqq T "I" L SRR SR
m/z--> 20 40 60 80 100 120 140 160 180 |
Abundance #52379: Tranylcypromine-propionyl  EEams S e RERER
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.14%
74.0
5000 98.0 116.0
| I .M,u‘..JM. nh.,Hh..Mw. My 1580 ...,%?99. SN | | E—
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20

8270-BF080818.M Tue Aug 28 14:46:23 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01

Operator : JU/SJ

ﬁ?ggle i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 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 3 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .32 2.60 ng 89577 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2037 (14.318 min): BF108530.D (-2033) (-) m/z 57.10 100.00%
57.1
5000
PR s onomen seis 14060 14,20 1440 1460
ol A b g i 20002391 2811 Tnjz 43.05 64.07%
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 UL BRI BULILIL UL BULL S
14.00 14.20 14.40 14.60
J m/z 71.10 54.33%
99.0
o 26|O| J ] 4 4L 0 1830 2250 2810 337.0  394.0
m/z--> 6 50 100 150 200 250 300 350 '
Abundance #71393: Pentadecane
57.0
14.00 14.20 14.40 1460
5000 m/z 85.10 45 _.34%
0 26/0)| | ‘990\ 141.0 212.0
m/z--> 6 55 160 1%0 260 250 300 3%0 '
Abundance #94352: Hexadecane, 2-methyl-
57.0 14.00 14.20 14.40 14.60
m/z 41.05 25.63%
5000
99.0 197.0 ,W»thdﬂﬂﬂvaJ
ozo [y llyte | awo e
m/z--> 0 50 100 150 200 250 300 350 14.00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01

Operator : JU/SJ

ﬁ?ggle i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.01 ng 103589 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2088 (14.618 min): BF108530.D (-2086) (-) m/z 57.10 100.00%
57.1
5000 85.0
13.1 14.40 14.60 14.80 15.00
141.2169.1 221.1
oLl ﬁ-'.-' oy WL "m/z 43.10 69.56%
m/z--> 50 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LI B BRI I I
85.0 14,40 14.60 14.80 15.00
29.0 m/z 71.05 53.74%
ol FB%MMwMWM%M%MWO
m/z--> 55 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
1440 14.60 14.80 15.00
5000 85.0 m/z 85.05 39.14%
0 L‘ } || 301410160 0197 0 23)0267.0204.0323.0 352. 0
m/z--> 50 100 1éo 200 250 300 350
Abundance #71393: Pentadecane e e e R
57.0 14.40 14.60 14.80 15.00
m/z 41.10 22 .47%
5000 85.0
29.0
o WW|_MP%mmm% 212.0 MJ
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01

Operator : JU/SJ

ﬁ?ggle i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 9-octyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.95 2.84 ng 97686 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90

Abundance Scan 2144 (14.948 min): BF108530.D (-2141) (-) m/z 57.05 100.00%
57.0
5000
)= 14160 14580 1500 1520
155.2 - - - -
oAl B2 20 2671 h7T 43.10  64.67%

m/z--> 50 100 150 200 250 300 350
#185535: Heptadecane, 9-octyl-

Abundance
57.0

5000

oL 141.0 183.0 268.0 308.0 352.0

m/z--> 50 100 150 200 250 300 350

14,60 14.80 15.00 15.20
m/z 71.05 56.17%

239.0

Abundance #209566: Octacosane
57.0
R EARRREEEE S EEREEE
14.60 14.80 15.00 15.20
5000 m/z 85.05 42 .80%
99.0
0 27,0 |y, 141.0 1830 2250 281.0 337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane e LR
57.0 14.60 14.80 15.00 15.20
m/z 41.05 22.78%
5000
99.0
0l270 | | ||, 1410 1830 2250 267.0 310.0
A e e e L e o B e o A B B L B o i o o S | R S R
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01

Operator : JU/SJ

ﬁ?ggle i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.31 3.39 ng 90779 Perylene-di12 15.75
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 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2206 (15.312 min): BF108530.D (-2202) (-) m/z 57.05 100.00%
57.0
5000
ot 15.00 15.20 15.40 15.60
141.2 . - . .
0....l,-.‘. ‘| SAAAOnL 2820 | m/z 43.10 60.98%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 U SRR DR DU B
mmmmmmmm
99.0 m/z 71.10 54 _25%
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
m/z--> 55 100 1éo 200 2éo 360 3éo
Abundance #141426: Heneicosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 46 .50%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 55 100 150 260 250 360 3éo
Abundance #202661: Heptacosane A BE AR
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.52%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3éo 15. oo 15 20 15. 40 15|60 '

8270-BF080818.M Tue Aug 28 14:46:26 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108530.D

Aca On : 28 Aug 2018 1:01

Operator : JU/SJ

ﬁ?ggle i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.44 ng 65384 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2355 (16.189 min): BF108530.D (-2351) (-) m/z 57.10 100.00%

517.1
5000 .

15.80 16.00 16.20 16.40 16.60
o’ m/z 43.05 59.86%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0

5000 R R mE
1580 16. OO 16 20 1640 16 60

\ m/z 71.10 57.37%

29.0 141 0
oL T oo omsozssozo
m/z--> 50 1 O 150 200 250 300 350
Abundance #185533: Pentacosane
57.0

15. 80 16. 00 16 20 16. 40 16.60

13114119711 2211

5000 650 m/z 85.10 46.51%
113.0
OZW\LILJ.FP@% 211.0239.0267.0295.0323.0 352.0
Sl S M A e e e s
miz--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane e B S
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 24 _03%
85.0
5000
29.0
L }1130141046901910 240.0
i A e
miz--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108530.D

Acg On : 28 Aug 2018 1:01

Operator : JU/SJ

3?22'6 i J4659-03 082218-TIPC-F-U-B
ALS Vial : 32 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]
unknown6.77 6.77 51.8 ng 1667100 1 7.00 644048 20.0
Octacosane 14.32 2.6 ng 89577 5 14.19 689135 20.0
Eicosane 14.62 3.0 ng 103589 5 14.19 689135 20.0
Heptadecane, 9-oc... 14.95 2.8 ng 97686 5 14.19 689135 20.0
Hexacosane 15.31 3.4 ng 90779 6 15.75 536232 20.0
Pentacosane 16.19 2.4 ng 65384 6 15.75 536232 20.0
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