LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098047.D

Aca On : 25 Aug 2017 23:07

Operator : SJ/JU

Sample = 14955-03

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.934 481 484 497 rVB 178630 244851 8.33% 1.106%
2 5.346 549 554 558 rBY 2493286 2702335 91.96% 12.211%
3 6.375 724 729 734 rBVY 2487611 2938519 100.00% 13.278%
4 6.510 747 752 755 rBV 2874448 2664907 90.69% 12.042%
5 6.740 787 791 794 rBV 999257 789923 26.88% 3.569%
6 6.898 813 818 821 rBVY 2048986 1858508 63.25% 8.398%
7 7.304 882 887 890 rBVY 1805928 1606715 54.68% 7.260%
8 8.022 1004 1009 1015 rBV 1134315 947597 32.25% 4.282%
9 9.098 1187 1192 1195 rBvV 2503902 2120781 72.17% 9.583%
10 9.492 1255 1259 1263 rBV 211804 189242 6.44% 0.855%
11 9.710 1294 1296 1300 rVB2 53662 41161 1.40% 0.186%
12 9.775 1303 1307 1311 rVVv 925896 785248 26.72% 3.548%
13 10.210 1378 1381 1384 rVB 70321 50465 1.72% 0.228%
14 10.428 1412 1418 1421 rBvV 26949 36286 1.23% 0.164%
15 10.557 1436 1440 1449 rBV 1126156 985208 33.53% 4._.452%
16 10.669 1455 1459 1460 rBvV 61675 65568 2.23% 0.296%
17 10.680 1460 1461 1470 rVB 80890 77292 2.63% 0.349%
18 11.128 1534 1537 1540 rBvV2 40311 32537 1.11% 0.147%
19 11.251 1555 1558 1561 rBvV 719399 658532 22.41% 2.976%
20 11.275 1561 1562 1565 rVvVv 66559 43373 1.48% 0.196%
21 12.463 1760 1764 1767 rBV 77535 69303 2.36% 0.313%
22 12.692 1797 1803 1805 rBV 60974 68362 2.33% 0.309%

23 12.839 1824 1828 1831 rBV 1789575 1563478 53.21% 7.065%
24 13.739 1978 1981 1988 rBV2 122601 144506 4.92% 0.653%
25 13.886 2001 2006 2009 rBV 854395 792397 26.97% 3.580%
26 15.304 2243 2247 2251 rBV 447365 512086 17.43% 2.314%
27 16.227 2401 2404 2413 rVB2 75217 141755 4.82% 0.641%

Sum of corrected areas: 22130935

8270-BF081517.M Mon Aug 28 11:26:44 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF082517\

BF098047.D

25 Aug 2017 23:07

SJ/JuU

14955-03

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098047.D

Aca On : 25 Aug 2017 23:07

Operator : SJ/JU

Sample = 14955-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3

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

4.93 6.20 ng 244851 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 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane 58 C4H10 000106-97-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (4.928 min): BF098047.D (-481) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IS SAEBESEAE NARRE RR
| 83.0 | 460 4.80 5.00 5.20
Obrrr e m/z 59.10 52.17%
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 I UL I L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 18.53%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 5.00 520
5000 41.0 m/z 58.00 17.07%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #232: Butane R A e e R
43.0 460 4.80 5.00 5.20
m/z 40.95 9.34%
5000 29.0
15.0 58.0
0'”I”'W”'W'”“l“'P”"P'”P'“I””I”'W”'W'”W'”W'”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098047.D

Aca On : 25 Aug 2017 23:07

Operator : SJ/JU

Sample = 14955-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 67.47 ng 2664910 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 752 (6.510 min): BF098047.D (-747) (-) m/z 132.10 100.00%
13p.1
5000 68.1
400 %.0 "ol 6w 550 ok
-0 54,0 . . .
0 82.0 e m/z 68.10 46.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 ISR SRS RS SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.35%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.00 28.87%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I AREEEEEESaE s
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.31%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R aa B
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:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098047.D

Aca On : 25 Aug 2017 23:07

Operator : SJ/JU

Sample = 14955-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.35 ng 77292 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 47
Abundance Scan 1461 (10.680 min): BF098047.D (-1460) (-) m/z 57.10 100.00%
57.1
5000
7 154p 130 10,40 10/60 10,80 1100
(o} m/z 71.10 91.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
85.0
5000 LN BN SULLLN UL U
10,40 10.60 10.80 11.00
29.0 m/z 43.10 83.60%
0 L (MO 1410 1690 197.0 240.0
m/z--> 20 Jo 60 éo 160 120 140 1éo 180 200 220 250
Abundance
71.0
430 SRR SUNIL SR SR
10.40 10.60 10.80 11.00
5000 m/z 85.05 61.13%
127.0
0 "'%4 9"|"' UNRRRS R ??I?"'I SEEEDERES SRR BRLEE BEREE BRREE BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane L AL N ace e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 28.68%
5000
85.0
29.0
0 \‘ ‘ H [ A 113 0 1410 184 0
m/z--> 20 ' éo éo 100 150 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098047.D

Aca On : 25 Aug 2017 23:07

Operator : SJ/JU

Sample = 14955-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.65 ng 144506 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
Abundance Scan 1981 (13.739 min): BF098047.D (-1978) (-) m/z 57.10 100.00%
57.1 |97.0
5000 anﬂAwupmﬁAJAu¢Avuwjtmww
201 1811 230065, 1340 13,60 1390 1400
(o} : m/z 83.10 96.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
5000 AR A SRR AR
1340 13.60 13.80 14.00
m/z 43.05 93.62%
‘ 1690 5100
0 IZIG\LIO\I‘I\ : “:‘ I‘ "H‘i ‘l‘\ |*f|3?.0|‘| ‘: Y- T lll : |25|5|0| T |4?6|0|
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
430 AU N U
13.40 13.60 13.80 14.00
5000 m/z 97.00 87 .44%
125.0
0 168.0 238.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol e o A REREE R
430 830 13.40 13.60 13.80 14.00
: m/z 69.00 82.00%
5000
25.0
0 \‘J ) X \ \ I J\ 1 :|I'67 0 2100 280.0
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:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098047.D

Aca On : 25 Aug 2017 23:07

Operator : SJ/JU

Sample = 14955-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.23 5.54 ng 141755 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 72
4 Hexacosane 366 C26H54 000630-01-3 64
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 64
Abundance Scan 2404 (16.227 min): BF098047.D (-2401) (-) m/z 57.10 100.00%
57.1
85.1
5000
181 601 1660 1620 1640 16,60
[ | 141.1169.1196.1 2421 279.1 3211 - - - 2L
ob bl m/z 71.10 86.97%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 R AR SO BN B
16.00 16.20 16.40 16.60
29.0 m/z 85.10 63.57%
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
'~ 16.00 16.20 16.40 16.60
5000 85.0 m/z 43.10 55.69%
o 113.0141.0160.0197.0  23%0267.0294.0 323.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- R mEEEE RS S
57.0 16.00 16.20 16.40 16.60
m/z 69.00 27 .34%
5000 85.0
0 ‘ } I L\llf'ojlfl-o‘ 182.0211.0 252.0281.0308.0337.0
m/z--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082517\
Data File : BF098047.D

Acq On : 25 Aug 2017 23:07

Operator : SJ/JU

Sample - 14955-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 .93 6.2 ng 244851 1 6.74 789923 20.0
unknown6.51 6.51 67.5 ng 2664910 1 6.74 789923 20.0
Heptadecane 10.68 2.4 ng 77292 4 11.25 658532 20.0
Heptafluorobutyri... 13.74 3.6 ng 144506 5 13.89 792397 20.0
Heptadecane, 9-oc... 16.23 5.5 ng 141755 6 15.30 512086 20.0
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