LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\

Data File : BF099057.D

Aca On : 4 Oct 2017 3:43

Operator : SJ/JU

a?ggle i 15588-02 SASP2P-ENV-114-4(0-5
ALS Vial : 23 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 2.157 8 12 28 rvB 157688 293163 12.11% 1.313%
2 5.092 508 511 523 rVB 416748 528384 21.83% 2.367%
3 5.492 574 579 582 rBVY 2465167 2322539 95.97% 10.402%
4 6.498 745 750 758 rVB 2138654 2354470 97.29% 10.545%
5 6.645 770 775 778 rBV 2462725 2419994 100.00% 10.839%
6 6.875 810 814 817 rVB 875562 718511 29.69% 3.218%
7 7.028 836 840 844 rBVY 1984727 1873471 77.42% 8.391%
8 7.433 904 909 912 rBVY 1489574 1466165 60.59% 6.567%
9 8.157 1027 1032 1035 rBV 984575 876460 36.22% 3.926%
10 9.227 1208 1214 1217 rBVY 2676984 2280446 94.23% 10.214%

11 9.616 1277 1280 1284 rBV 337345 291105 12.03% 1.304%
12 9.910 1326 1330 1334 rVB 904169 754241 31.17% 3.378%

13 10.333 1399 1402 1405 rVB 36701 30393 1.26% 0.136%
14 10.698 1460 1464 1467 rBV 1018482 909309 37.57% 4.073%
15 10.804 1479 1482 1486 rBV 45958 42669 1.76% 0.191%
16 11.398 1579 1583 1585 rBV 683171 623376 25.76% 2.792%
17 11.416 1585 1586 1589 rVB 52446 35855 1.48% 0.161%
18 12.604 1785 1788 1792 rBV 109208 94241 3.89% 0.422%
19 12.792 1817 1820 1822 rBV 74998 59205 2.45% 0.265%

20 12.839 1822 1828 1831 rBV 102829 112339 4.64% 0.503%

21 12.980 1847 1852 1855 rBV 1766683 1675624 69.24% 7.505%
22 13.498 1936 1940 1942 rVB 56941 49332 2.04% 0.221%
23 13.862 1999 2002 2009 rVB2 110571 128289 5.30% 0.575%
24 14.033 2027 2031 2034 rBvV 859351 806847 33.34% 3.614%

25 14.057 2034 2035 2040 rVB 80282 55947 2.31% 0.251%
26 14.186 2054 2057 2061 rBV 28930 33024 1.36% 0.148%
27 14.486 2105 2108 2111 rBVZ2 33742 39106 1.62% 0.175%
28 14.798 2158 2161 2166 rVB 28022 28684 1.19% 0.128%
29 15.074 2204 2208 2211 rBV 70445 97934 4._.05% 0.439%
30 15.133 2215 2218 2224 rVB3 34341 42846 1.77% 0.192%
31 15.380 2257 2260 2265 rVB 42817 49971 2.06% 0.224%
32 15.445 2267 2271 2276 rVB 53320 73605 3.04% 0.330%
33 15.509 2277 2282 2293 rVB 598362 795337 32.87% 3.562%
34 15.956 2353 2358 2362 rBV 40903 54032 2.23% 0.242%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099057.D

Aca On > 4 Oct 2017 3:43

Operator : SJ/JU

Sample = 15588-02

Misc :

ALS Vial : 23 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 16.462 2439 2444 2455 rVB3 41183 91037 3.76% 0.408%
36 16.986 2528 2533 2538 rVV3 22695 40435 1.67% 0.181%
37 17.062 2541 2546 2556 rVB3 32023 67134 2.77% 0.301%
38 17.433 2605 2609 2616 rVB 16317 31040 1.28% 0.139%
39 17.762 2661 2665 2674 rVB4 21936 52143 2.15% 0.234%
40 18.603 2804 2808 2815 rVBS8 12756 28319 1.17% 0.127%

Sum of corrected areas: 22327022
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100317\

BF099057.D

4 Oct 2017  3:43

SJ/Ju

15588-02

23 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000
2.16

TIC: BF099057.D

5.49 6.65

6.50
7.03

7.43

6.87

5.09

0
Time-->

5.00

5.50

Abundance

2500000

2000000

1500000

1000000

500000

8.16

TIC: BF099057.D

12.98

10.70
9.91

11.40

9.62

0.80 111.42

12-6Q%(/L2@‘ﬂ L 13.50

A
LI B B B B

10.33

Or——
Time-->

12.50

11.50

12.00

1
10.50 11.00 13.00 13.50

Abundance

2500000

2000000

1500000

1000000

500000

13.864.96 19 14.49 14.80 15813 18,

TIC: BF099057.D

14.03
15.51

15.96 16.46 161996  17.43 17.76 18.60

Time-->

14.00

19.00

18.00

18.50

17.00 17.50

16.50

15.50 16.00

15.00

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099057.D

Aca On : 4 Oct 2017 3:43

Operator : SJ/JU

Sample = 15588-02

Misc :

ALS Vial : 23 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.

2.16 8.16 ng 293163 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 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 9

Abundance Scan 12 (2.157 min): BF099057.D (-8) (-) m/z 73.10 100.00%
741
5000 43.0 j\
55.0 87.0 N
2.20 2.30 2.40 2.50 2.60
35.9, 67.0
0'vmv“wmw““vmv“W“wL“L“WMW““vmv“wLh““vmv“W“W“ m/z 43.00 35.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \J\\/\\——\
73.0
5000 H U U AR IR U
43.0 2.20 2.30 2.40 2.50 2.60
' 55.0 87.0 m/z 55.00 26.01%
0 %D%O\‘\ ‘ NO\‘WO
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43.0 73.0
80.0 58.0 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 24 _77%
15.0
0 52.0
R L B Ly K A Ky L A A KA RN LAY KAy LAY RARE) KAk AR BRI R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #734: N-Ethylformamide R Bamas
30.0 2.20 2.30 2.40 2.50 2.60
73.0 m/z 41.05 11.61%
5000
44.0 58.0
18.0
O'P“W”“h”ﬁ”“l”'“”ﬁﬁ'JhW“P”W””P“W“”P“W““P”W““P”W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 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 : BF099057.D

Aca On : 4 Oct 2017 3:43

Operator : SJ/JU

Sample = 15588-02

Misc :

ALS Vial : 23 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.

5.09 14.71 ng 528384 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 511 (5.092 min): BF099057.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 III|IIII|IIII|IIII|IIII
| 83.0 | 4.80 5.00 5.20 5.40
N 1 1T M I NS S m/z 59.00 59.03%
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 LI LIS I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 19.75%
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 5.00 520 540
5000 m/z 58.00 15.61%
41.0
ol 73.0 86.0
mﬁmﬁmﬁm
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 A R
59.0 4.80 5.00 520 5.40
m/z 41.10 8.79%
5000 41.0 K
o U |70 1260 1420 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099057.D

Aca On : 4 Oct 2017 3:43

Operator : SJ/JU

Sample = 15588-02

Misc :

ALS Vial : 23 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 67.36 ng 2419990 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 38
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-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 776 (6.651 min): BF099057.D (-770) (-) m/z 132.00 100.00%
132.0
5000
68.1
40.0 54.0 9.0 6.40 6.60 6.80 7.00
o} R B m/z 134.00 34 .19%
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 RS R R L
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 28.39%
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
N AR RS LS A
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 17.38%
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-propiony! R SHEEEEEEE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 11.35%
74.0
5000 9go 1160
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T RRRE B
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 : BF099057.D

Aca On : 4 Oct 2017 3:43

Operator : SJ/JU

Sample = 15588-02

Misc :

ALS Vial : 23 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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.18 ng 128289 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91
Abundance Scan 2002 (13.862 min): BF099057.D (-1999) (-) m/z 57.00 100.00%
57.0
97.0
5000
300 q1gg9 2341 | 13.60 13.80 14.00 14.20
ol b 1 | m/z 43.05 85.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
97.0
5000 U U BN SUNURN SR
13.60 13.80 14.00 14.20
m/z 55.00 82.34%
o0l | | ,\H\,‘M‘I (R0 ae0 0 s0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 A NSRBI SUNR BN
13.60 13.80 14.00 14.20
5000 m/z 83.05 74 .55%
169.0
0L 26,0 138.0 2100 9550 406.0
m/z--> §0 160 1%0 260 2%0 360 3%0 460 meuknwﬁwﬂnm
Abundance #155046: 1-Heneicosanol A
580 oo, 13.60 13.80 14.00 14.20
: m/z 97.05 66.54%
5000
o294 | ‘ || 199 120 a0 2680 K»M»
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 4(|)O 13.I60 13.I80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099057.D

Aca On : 4 Oct 2017 3:43

Operator : SJ/JU

Sample = 15588-02

Misc :

ALS Vial : 23 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 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.46 2.29 ng 91037 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2444 (16.462 min): BF099057.D (-2439) (-) m/z 57.05 100.00%
57.0
85.0
5000
(130 1511 1051 1620 16.40 16.60 16.80
o Al oy e, m/z 71.05  73.14%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LN BRI BRI BULRL AU
mmmmmmmm
0.0 130 m/z 43.05 60.67%
ol L L | [ 1410169.0197.0225.0253.0 296.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57.0
1620 16.40 16.60 16.80
5000 85.0 m/z 85.05 56.58%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #124147: 2-Bromotetradecane B RRRES B e
57.0 16.20 16.40 16.60 16.80
m/z 55.00 28.68%
85.0
5000
29.0
| } f13°1410 197.0
oLl et L A a s e MEE
m/z--> 50 1m 150 200 250 300 350 mmmmmmmm
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF100317\

BF099057.D

4 Oct 2017  3:43

SJ/Ju

15588-02

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .65
1-Docosene
Heneilcosane

8270-BF092317.M Wed Oct 04 18:13:28 2017

2.16 8.2 ng
5.09 14.7 ng
6.65 67.4 ng
13.86 3.2 ng
16.46 2.3 ng

RT EstConc Units Response

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

293163
528384
2419990
128289
91037

|--Internal Standard---|
| # RT Resp Conc]

718511 20.0
718511
718511 20.0
806847 20.0
795337 20.0
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