LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\

Data File : BF108946.D

Aca On : 11 Sep 2018 20:11 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4724-17 UGl
Misc i EP1-SUT-4USTS-N
ALS Vial : 21 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 4.931 437 441 449 rVB 82229 100758 4.02% 0.418%
2 5.348 507 512 515 rBVY 2471916 2258525 90.02% 9.371%
3 6.372 681 686 689 rBY 2440583 2335190 93.07% 9.689%
4 6.507 704 709 712 rBVY 2565398 2384248 95.03% 9.893%
5 6.566 716 719 728 rVB 40465 49671 1.98% 0.206%
6 6.736 744 748 751 rBVY 1255489 977202 38.95% 4 .055%
7 6.895 771 775 778 rBV 2296627 1887608 75.23% 7.832%
8 7.295 838 843 846 rBVY 1699852 1481370 59.04% 6.146%
9 8.019 962 966 969 rBVY 1513823 1169039 46.59% 4 .850%
10 9.095 1144 1149 1152 rBV 3042527 2509005 100.00% 10.410%
11 9.219 1167 1170 1179 rVB 36838 33038 1.32% 0.137%

12 9.483 1212 1215 1222 rBV 777062 604759 24.10% 2.509%
13 9.766 1259 1263 1267 rBV2 1379371 1192251 47.52% 4.947%
14 10.548 1392 1396 1407 rBV 1348891 1146641 45.70% 4._.758%
15 11.242 1510 1514 1518 rBV 1164312 990006 39.46% 4.108%

16 11.783 1603 1606 1610 rBV 66953 74421 2.97% 0.309%
17 12.824 1779 1783 1786 rBV 2011012 1701527 67.82% 7.060%
18 13.742 1935 1939 1948 rBvV2 105079 191548 7.63% 0.795%
19 13.871 1956 1961 1964 rBV 1114282 1074396 42.82% 4.458%

20 14.054 1989 1992 1996 rBV2 28136 32076 1.28% 0.133%
21 14.359 2041 2044 2046 rBV 40445 41586 1.66% 0.173%
22 14.654 2091 2094 2097 rVB 62136 56512 2.25% 0.234%
23 14.724 2103 2106 2109 rBV 73559 76594 3.05% 0.318%
24 14.971 2145 2148 2152 rVB 72288 76148 3.03% 0.316%

25 15.277 2195 2200 2205 rBV2 994332 1208551 48.17% 5.014%
26 15.330 2206 2209 2215 rVB 92515 112279 4.48% 0.466%
27 15.736 2274 2278 2285 rBV 84389 117519 4.68% 0.488%

28 16.212 2353 2359 2368 rVB2 75019 150161 5.98% 0.623%
29 16.759 2448 2452 2457 rVB2 39210 68808 2.74% 0.285%

Sum of corrected areas: 24101437
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091118\

Data File : BF108946.D

Aca On : 11 Sep 2018 20:11

Operator : JU/SJ

a?ggle i J4724-17 EP1-SUT-4USTS-N
ALS Vial : 21 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: BF108946.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091118\

Data File : BF108946.D

Aca On : 11 Sep 2018 20:11

Operator : JU/SJ

a?ggle i J4724-17 EP1-SUT-4USTS-N
ALS Vial : 21 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 5

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

4.93 2.06 ng 100758 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 441 (4.931 min): BF108946.D (-437) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SN AASS LSRR SRR
| 831 | 4.60 4.80 5.00 5.20
ot e e m/z 59.10 53.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 20.95%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 15.66%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B e AR AN
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.68%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091118\

Data File : BF108946.D

Aca On : 11 Sep 2018 20:11

Operator : JU/SJ

a?ggle i J4724-17 EP1-SUT-4USTS-N
ALS Vial : 21 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 2 unknown6.51 Concentration Rank 1

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

6.51 48.80 ng 2384250 1,4-Dichlorobenzene-d4 6.74
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 710 (6.513 min): BF108946.D (-704) (-) m/z 132.00 100.00%
13%.0
5000
68.1
00 500 || g0 %O J o5 o obo ok
0 B R A | N m/z 134.00  33.46%
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 RSN AR AR U R
6.20 6.40 6.60 6.80
310 5L0 m/z 68.10 30.68%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
A
74.0 620 640 6.60 6.80
5000 980 1160 m/z 66.00 19.59%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 12.01%
117.0
5000
91.0
Lo e | L
0 Ph"f"W'Fm"yl'“'lw"'u'P"I"'W""I"" RS S AR U R
m/z--> 20 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\HPCHEM1\BNA F\DATA\BF091118\

Data File : BF108946.D

Aca On : 11 Sep 2018 20:11

Operator : JU/SJ

a?ggle i J4724-17 EP1-SUT-4USTS-N
ALS Vial : 21 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 4 Nonadecyl pentafluoropropio... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.57 ng 191548 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 n-Pentadecanol 228 C15H320 000629-76-5 87
3 Octacosanol 410 C28H580 000557-61-9 87
4 1-Hexadecanol 242 C16H340 036653-82-4 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 1939 (13.742 min): BF108946.D (-1935) (-) m/z 57.10 100.00%
51.1
N A AU B I
39.1  189.1221.0 13.40 13.60 13.80 14.00
0...J,. m/z 83.10 81.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
510 970
5000 R DR UM R SRR
1340 13.60 13.80 14.00
m/z 43.05 81.41%
oL 260, |Jt3f 2 182.0 222.0 266 0 311 0 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #84606: n-Pentadecanol
41.0, 83.0
13.40 13.60 13.80 14.00
5000 m/z 55.05 73.95%
25.0
| ‘ | 182.0
ob—4 ﬂu..nglﬂ.!p..ﬁ. B O B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol R R RaEEE L
57.0 13.40 13.60 13.80 14.00
m/z 69.10 70.39%
5000 \
l‘ 390
oL 220k b K L | t 4 1810 22202530 2020 3340 3920 B —
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091118\

Data File : BF108946.D

Aca On : 11 Sep 2018 20:11

Operator : JU/SJ

a?ggle i J4724-17 EP1-SUT-4USTS-N
ALS Vial : 21 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 5 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.21 2.48 ng 150161 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94

2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
3 Hexacosane 366 C26H54 000630-01-3 90

4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 2359 (16.212 min): BF108946.D (-2353) (-) m/z 57.05 100.00%

57.0

173.0 207.1 94971 281.1 355.1 15.80 16.00 16,20 16.40 16.60
0 m/z 71.05 76.38%

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

5000 R EEEEEmEEEEn
1580 16. 00 16. 20 1640 16. 60

| m/z 85.10 55.71%

113.0
29.0 141 0
ol L T sz ozmoz0
m/z--> 50 100 150 200 250 300 350
Abundance #129501: Nonadecane, 2-methyl-
43.0

127.1

1580 16.00 16.20 16.40 16.60
5000 710 m/z 43.10 55.31%
99.0 239.0
I B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L B R I B
57.0 1580 16.00 16.20 16.40 16.60
m/z 55.10 24 .22%
5000 85.0
29.0 .
L i || | [M30141.0160.0197.0225.0253.0 295.0323.0 367.0
e e SN —
mz--> 50 100 150 200 250 300 350 1580 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091118\

Data File : BF108946.D

Acg On : 11 Sep 2018 20:11

Operator : JU/SJ

a?ggle i Jar24-17 EP1-SUT-4USTS-N
ALS Vial : 21 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 2.1 ng 100758 1 6.74 977202 20.0
unknown6 .51 6.51 48.8 ng 2384250 1 6.74 977202 20.0
Nonadecyl pentafl... 13.74 3.6 ng 191548 5 13.87 1074400 20.0
Eicosane 16.21 2.5 ng 150161 6 15.28 1208550 20.0
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