LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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 2.175 11 15 34 rvVB 186498 315465 9.98% 1.199%
2 5.104 509 513 529 rVB 479857 649997 20.57% 2.470%
3 5.498 575 580 583 rBY 3079770 3147267 99.61% 11.960%
4 6.504 745 751 754 rBVY 2801503 3076415 97.36% 11.691%
5 6.645 770 775 778 rBVY 3246150 3159712 100.00% 12.008%

6.875 810 814 817 rVB 935176 731092 23.14% 2.778%
7.034 836 841 844 rBV 2673114 2474759 78.32% 9.405%
7.439 904 910 913 rBV 2004510 1906710 60.34% 7.246%
8.157 1027 1032 1035 rBV 959522 889033 28.14% 3.378%
9.228 1209 1214 1217 rBV 3250276 3007603 95.19% 11.429%

=
QO ~NO®

11 9.616 1277 1280 1284 rBV 390103 324570 10.27% 1.233%
12 9.910 1326 1330 1333 rBvV 908196 767484 24 _.29% 2.917%

13 10.333 1399 1402 1404 rVB 40203 33403 1.06% 0.127%
14 10.698 1460 1464 1467 rBV 1374313 1202579 38.06% 4_570%
15 10.804 1479 1482 1487 rBV 51408 50686 1.60% 0.193%

16 11.392 1579 1582 1586 rBV 700160 614901 19.46% 2.337%
17 12.980 1847 1852 1855 rBV 2414653 2144411 67.87% 8.149%
18 13.863 1999 2002 2006 rBV 83823 102190 3.23% 0.388%
19 14.033 2027 2031 2035 rBvV 820406 707072 22.38% 2.687%
20 15.133 2215 2218 2222 rBV 53874 56522 1.79% 0.215%

21 15.509 2277 2282 2287 rBV 608296 745924 23.61% 2.835%
22 15.957 2354 2358 2363 rVB2 53559 75670 2.39% 0.288%
23 17.568 2627 2632 2643 rBVS8 51225 131004 4._.15% 0.498%

Sum of corrected areas: 26314469
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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

Abundance

3000000
2500000
2000000
1500000
1000000

500000
2.18

A

TIC: BF099046.D
5.50

5.10

6.50

65

7.03

7.44

6.87

0

Time-->

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099046.D

10.70

9.91
11.39

0.80

A A

12.98

o

Or——
Time-->

1
10.50 11.00

11.50 12.00

12.50

13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.86

TIC: BF099046.D

14.03
15.51

15.13 15.96 17.57

Time-->

14.00

17.50 18.

16.00 16.50 17.00

14.50

15.00 15.50

00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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 4

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

2.18 8.63 ng 315465 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 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 16 (2.181 mm) BF099046.D (-11) (-) m/z 73.10 100.00%

73.1
5000
43.0
55.0 87.0

2.20 2.30 2.40 2.50 2.60
Obr e el e e e e || M7z 43.00  35.59%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000:
43.0 250 2.30 240 2.50 2.60
550 87.0 m/z 55.05 25.50%

29.0 ‘ ‘
'I"""I""I""'I""I""I"l"l'"'I""I""I""I""I""
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0

2.20 2.30 2.40 2.50 2.60

o

5000 41.0 550 m/z 87.05  24.84%
29.0
97.0 1120 129.0
o R NS 1 1M ML A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- R e
58.0 73.0 2.20 2.30 2.40 2.50 2.60

m/z 41.00 11.47%

5000
43.0
31.0
[ 1] AN 1 , 830 97.0 115.0
e o L B s B A BE RS SR EEs R EEEE na e e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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 3

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

5.10 17.78 ng 649997 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 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 512 (5.098 min): BF099046.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 D A LR UL
| 83.0 | 480 5.00 5.20 5.40
o BT S| At A S m/z 59.00 57.08%
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 L L UL I
59.0 480 500 520 5.40
0,
150 4, 1010 m/z 101.00 19.24%
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 15.91%
29.0
87.0
ol 150 71.0 98.0
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 R R e A
54.0 480 5.00 5.20 5.40
m/z 41.00 9.00%
5000 41.0
o T O =Y 1260 1420
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 : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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 unknown6.65 Concentration Rank 1

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

6.65 86.44 ng 3159710 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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF099046.D (-770) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PSSP AL SRR RA
40.0 54.0 6.40 6.60 6.80 7.00
0 gL.0 e m/z 134.00 33.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR IS L R L
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 30.30%
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
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 19.03%
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 A
Abundance #52379: Tranylcypromine-propiony! S e o RERaa
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.72%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| A EE Ea e e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.89 ng 102190 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 2002 (13.863 min): BF099046.D (-1999) (-) m/z 57.10 100.00%
57. .0
5000 NAMJwaijNMMMﬂMMWAYWMMJ“WMnm
381 1811 2090 13.60 13.80 14.00 14.20
Ot m/z 43.05 96.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 U U BN SURIUR SR
13.60 13.80 14.00 14.20
29.0 125.0 m/z 83.00 91.20%
0 Ll 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
43.0
83.0 UL BURUSR BUN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 55.10 88.97%
111.0

o 139.0  182.0 210.0

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

Abundance #205392: Trichloroacetic acid, hexadecy! ester e  RRRaE Bam s
13.60 13.80 14.00 14.20

m/z 69.00 75.25%

r

5000

[y
N
a1
o

196.0 224.0
R REEmEmEm 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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 6 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.03 ng 75670 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Hexacosane 366 C26H54 000630-01-3 74
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 74
5 Triacontane 422 C30H62 000638-68-6 72
Abundance Scan 2359 (15.962 min): BF099046.D (-2354) (-) m/z 57.00 100.00%
57.0
5000
99.1 DAL UL UL SN I
] 142.1 181.1 222.9 267.1 15.60 15.80 16.00 16.20
oA m/z 71.10 72.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L DU DL B R
15 60 15. 80 16. oo 16.20
99.0 m/z 43.05 55.12%
oLt d L] | | 4%0‘ 1830 2250 2820
m/z--> §o 160 150 260 2%0 360 3%0 460 !
Abundance
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 54 _49Y%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> §o 160 1éo 200 250 360 3%0 460 !
Abundance #194493: Hexacosane L L L L N L B
57.0 15.60 15.80 16.00 16.20
m/z 41.05 25.12%
5000
99.0
ol L, I |, 1410 1830 2250 267.0 300.0 367.0
m/z--> §o 160 1éo 260 250 360 3%0 460 ! 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099046.D

Aca On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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 7 unknownl7.57 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.57 3.51 ng 131004 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 9
2 Stiamastan-3-en-6-o0l 414 C29H500 1000214-19-7 7
4-(Acetvloxv)-.agamma.-lI4-(Cacetvl... 370 C21H2206 135439-71-3 7
128902-53-4 7

4 _beta.-d-Lvxofuranoside.

phenvl.. ..

306 C15H19B0O6

5 2-Pentanol, 3,3,4,4,5,5,5-heptaf... 228 C6H7F70 000355-22-6 7
Abundance Scan 2632 (17.568 min): BF099046.D (-2627) (-) m/z 43.10 100.00%
431
105.1
255.1
3292 45144143 A A
I ||\m | | | |' | 17.20 17.40 17.60 17.80
ol Ll 11T S S SN N m/z 105.10 49.89%
miz--> 50 100 150 200 250 300 350 400
Abundance #205824: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43.0
5000 LA L L L L LB L
17.20 17.40 17.60 17.80
9.0 2150 m/z 55.05 49.59%
145.0 -
|| \\\h‘\ >, 183.0 | | 253.0283.0 3260
(IS ANV 1 RTINS ML L. o N
miz--> 50 100 150 200 250 300 350 400
Abundance
43.0
o = .
17.20 17.40 17.60 17.80
5000 m/z 107.00  49.30%
95.0 3590 399.0
o 133.01630 213.0 255 0 290.0 329.0
ok S MU NI e sttt e e
miz--> 50 100 150 200 250 300 350 400
Abundance #196717: 4-(Acetyloxy)-.gamma.-[4-(acetyloxy)phenyl]-.gamm... L B o e
43.0 17.20 17.40 17.60 17.80
m/z 57.00 45.94%
5000
2130 255.0
ol . 770 1190 1690 ‘ 2970380 370.0
L o = .
miz--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100317\
Data File : BF099046.D

Acq On : 3 Oct 2017 22:39

Operator : SJ/JU

Sample : 15601-01

Misc :

ALS Vial : 12 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... 2.18 8.6 ng 315465 1 6.87 731092 20.0
2-Pentanone, 4-hy... 5.10 17.8 ng 649997 1 6.87 731092 20.0
unknown6 .65 6.65 86.4 ng 3159710 1 6.87 731092 20.0
Trifluoroacetoxy ... 13.86 2.9 ng 102190 5 14.03 707072 20.0
Eicosane 15.96 2.0 ng 75670 6 15.51 745924 20.0
unknownl17 .57 17 .57 3.5 ng 131004 6 15.51 745924 20.0
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