LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100317\

Data File : BF099042.D

Aca On : 3 Oct 2017 20:48 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15496-08 Il
Misc i PAMT-COMP-E-D
ALS Vial : 8 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-BF092317.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 2.146 6 10 29 rvB 462513 633610 34.82% 4 .568%
2 2.275 29 32 38 rvB2 22179 31419 1.73% 0.227%
3 5.081 506 509 520 rVB 294309 279657 15.37% 2.016%
4 5.351 552 555 559 rVB 30262 27041 1.49% 0.195%
5 5.481 573 577 585 rVB 456696 372397 20.46% 2.685%
6 6.486 744 748 755 rBV2 361403 422464 23.21% 3.046%
7 6.634 770 773 777 rBV 898572 750694 41.25% 5.412%
8 6.792 796 800 804 rVB 36825 29723 1.63% 0.214%
9 6.869 810 813 816 rBV 841967 711908 39.12% 5.132%
10 6.892 816 817 820 rVB 28572 20506 1.13% 0.148%

11 7.028 836 840 843 rVB 1430214 1188544 65.31% 8.569%
12 7.433 904 909 912 rBV 983973 947083 52.04% 6.828%
13 8.151 1027 1031 1035 rBV 1115058 963079 52.92% 6.943%
14 9.227 1209 1214 1217 rBV 2095092 1819867 100.00% 13.120%
15 9.616 1277 1280 1283 rBV 313625 248361 13.65% 1.791%

16 9.780 1302 1308 1311 rBV2 16263 20781 1.14% 0.150%
17 9.827 1311 1316 1319 rvv2 24604 28539 1.57% 0.206%
18 9.910 1326 1330 1333 rVB 1169521 1036506 56.96% 7.472%
19 10.327 1394 1401 1404 rBV 70855 67773 3.72% 0.489%
20 10.551 1434 1439 1441 rBV 37306 45640 2.51% 0.329%

21 10.692 1460 1463 1467 rBV 370224 304041 16.71% 2.192%
22 10.804 1479 1482 1491 rVB 98230 137234 7.54% 0.989%

23 10.992 1510 1514 1516 rBV3 18608 21113 1.16% 0.152%
24 11.251 1555 1558 1560 rBV 64919 48772 2.68% 0.352%
25 11.280 1560 1563 1565 rVv2 30361 27732 1.52% 0.200%
26 11.339 1569 1573 1578 rBV5 18756 20120 1.11% 0.145%

27 11.392 1578 1582 1586 rBV 1139448 977973 53.74% 7 .050%
28 12.974 1847 1851 1854 rBV 1593529 1297168 71.28% 9.352%

29 13.862 1999 2002 2010 rBV 70108 83852 4.61% 0.605%
30 14.004 2023 2026 2027 rBV 57471 50118 2.75% 0.361%
31 14.033 2027 2031 2034 rVB 616945 576842 31.70% 4_.159%
32 14.874 2170 2174 2180 rVB4 17570 23638 1.30% 0.170%
33 15.504 2276 2281 2288 rBV2 428578 534962 29.40% 3.857%
34 15.951 2352 2357 2363 rBV3 16842 29575 1.63% 0.213%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099042.D

Aca On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample = 15496-08

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.456 2439 2443 2450 rVB5 17638 33662 1.85% 0.243%
36 17.062 2539 2546 2551 rBV7 12162 25182 1.38% 0.182%
37 17.762 2659 2665 2675 rVBS8 12283 33415 1.84% 0.241%

Sum of corrected areas: 13870991
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099042.D

Aca On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample : 15496-08

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.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: BF099042.D
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Abundance TIC: BF099042.D
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Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF099042.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099042.D

Aca On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample = 15496-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 17.80 ng 633610 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF099042.D (-6) (-) m/z 73.05 100.00%
5000 430
55.0 87.1 I
2.20 2.30 2.40 2.50 2.60
ob e e e e bt e - M/z 43.05 36 76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A R AR U UL U
43.0 2.20 2.30 2.40 2.50 2.60
= 550 87.0 m/z 55.00 26.37%
29.0 ‘
0 ] \ L
L UL SULIS IS IR USRS UL I LI UL IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
40 g 87.0 1220 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 24 _.21%
29.0
15.0 97.0
e L UL UL UL LA SULI L I UL UL L S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- e A R aas Eas s
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.17%
5000
43.0
oL 20 190 290 711 530 ea0 || 88.0
m/z--> 0O 10 20 30 40 5 60 70 8 90 100 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099042.D

Aca On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample = 15496-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.08 7.86 ng 279657 1,4-Dichlorobenzene-d4 6.87
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 509 (5.081 min): BF099042.D (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U UL L L IR
| 83.0 | 480 5.00 5.20 5.40
S 1 1 SMENSTH | BNSRML SNMR N DS SN m/z 59.00 57.84%
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
w000 90 iR 5k sk sk
0
150 4, 1010 m/z 101.00 19.18%
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
480 500 520 540
5000 41.0 m/z 58.00 16.43%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T ./.\. .
43.0 480 5.00 5.20 5.40
m/z 41.10 8.52%
5000 101.0
28.0 59.0
84.0
...,%‘?5(.),..:‘M....q‘.:..,.:‘l:‘i....ﬁ.'(.).,.‘l..,....,;...,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099042.D

Aca On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample = 15496-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 2

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

6.63 21.09 ng 750694 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF099042.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 9.0 J 620 640 6.60 6.80 7.00
0 e B e m/z 68.00 43.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A IR BN IR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 30.98%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.20%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.70%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G | RN
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099042.D

Aca On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample = 15496-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.81 ng 137234 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1481 (10.798 min): BF099042.D (-1479) (-) m/z 57.10 100.00%
51.1
5000
10.40 10.60 10.80 11.00 11.20
155.1 195.0
O m/z 71.05 62 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
57.0
5000 85.0 B L B
10,40 10.60 10.80 11.00 11.20
20.0 m/z 43.05 62.31%
L0 MR o 1690 197.0 2250 240
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 39 .54%
85.0
29.0
0 1130 1410 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane A B e e R S
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 26 .84%
5000 85.0
29.0
0 | 113.0 1410 169.0 2120
m/z--> 20 4'0 6|0 8|0 100 12'0 14'10 160 180 200 220 240 260 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099042.D

Aca On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample = 15496-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.91 ng 83852 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 2002 (13.862 min): BF099042.D (-1999) (-) m/z 57.05 100.00%
5%.0 83.0

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55.0 83.0

5000

29.0

167.0 196.0

238.0 266.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
97.0
5000
29.0 125.0

154.0  196.0 224.0 269.0 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55.0

5000

29.0
ol i 168.0196.0  238.0 266.0
rrrrbbe e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

:

13.60 13.80 14.00 14.20

m/z 83.05 87 .75%

r

13. 60 13. 80 14. OO 14. 20

m/z 43.00 86 .99%

:

13.60 13.80 14.00 14.20

m/z 55.00 85.44%

:

13.60 13.80 14.00 14.20

m/z 97.05 75.36%

%

13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100317\
Data File : BF099042.D

Acq On : 3 Oct 2017 20:48

Operator : SJ/JU

Sample - 15496-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.15 17.8 ng 633610 1 6.87 711908 20.0
2-Pentanone, 4-hy... 5.08 7.9 ng 279657 1 6.87 711908 20.0
unknown6.63 6.63 21.1 ng 750694 1 6.87 711908 20.0
Octadecane 10.80 2.8 ng 137234 4 11.39 977973 20.0
1-Heneicosanol 13.86 2.9 ng 83852 5 14.03 576842 20.0
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