LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\

Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07 Bl e
Misc : e .
ALS Vial : 10 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 5.051 501 504 525 rBV 233604 311745 15.07% 1.618%
2 5.457 569 573 592 rBY 1892132 1855043 89.70% 9.626%
3 6.469 741 745 763 rBVY 1712727 1940154 93.81% 10.067%
4 6.598 763 767 771 rBV 2024172 1937335 93.68% 10.053%
5 6.828 802 806 814 rBB 652829 579848 28.04% 3.009%
6 6.981 828 832 836 rBY 1730409 1497504 72.41% 7.770%
7 7.392 898 902 905 rBVY 1307108 1137555 55.01% 5.903%
8 8.104 1020 1023 1027 rBV 849745 795562 38.47% 4.128%
9 8.663 1115 1118 1125 rBB 54297 43330 2.10% 0.225%
10 9.181 1201 1206 1209 rBvV 2411431 2068084 100.00% 10.731%

11 9.575 1269 1273 1276 rBV 583996 441832 21.36% 2.293%
12 9.863 1317 1322 1331 rVB 920091 859885 41.58% 4.462%
13 10.575 1439 1443 1446 rBvV 146813 128910 6.23% 0.669%
14 10.651 1452 1456 1465 rBV 1211828 1115678 53.95% 5.789%
15 11.351 1571 1575 1578 rBV 825719 760758 36.79% 3.948%

16 11.863 1660 1662 1667 rBV2 31305 30307 1.47% 0.157%
17 12.927 1839 1843 1846 rBV 1631959 1390437 67.23% 7.215%
18 13.404 1918 1924 1929 rBV 87844 91192 4.41% 0.473%
19 13.810 1989 1993 2002 rBV2 67128 88264 4.27% 0.458%

20 13.992 2020 2024 2029 rBV 549712 518755 25.08% 2.692%

21 15.063 2203 2206 2210 rVB 37633 39183 1.89% 0.203%
22 15.451 2266 2272 2282 rVB 443925 635008 30.71% 3.295%
23 15.857 2336 2341 2347 rBV 90608 133510 6.46% 0.693%
24 16.245 2400 2407 2413 rVB5 13636 30962 1.50% 0.161%
25 16.351 2420 2425 2440 rVB 107424 189341 9.16% 0.982%

26 16.927 2515 2523 2535 rBV2 95083 213315 10.31% 1.107%
27 17.609 2631 2639 2649 rBV2 64787 160464 7.76% 0.833%
28 17.751 2654 2663 2673 rVB5 24301 73079 3.53% 0.379%
29 18.421 2769 2777 2785 rBV3 39043 104105 5.03% 0.540%
30 18.762 2825 2835 2846 rBv4 25731 100696 4.87% 0.523%

Sum of corrected areas: 19271841
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF099627.D

6.60
2000000 5.46

6.47 6.98

1500000
7.39
1000000

6.83

500000
5.05

e o TCBSMERSERRRMBEE S5 L BRSED L S | SERE S—

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099627.D

2000000

12.93
1500000
10.65

1000000 9.86
8.10 11.35

9.57
500000

10.
8.66 | ﬁ 11.86 13.40

Lo

bt A At

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: BF099627.D

2000000

1500000

1000000

13.99
500000 15.45

13.81 15.06 15,86 163%f5 16,93 17.6 75 18.42 18.76

S T e e e S R e = L I R A T E e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.05 10.75 ng 311745 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 504 (5.051 min): BF099627.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 831 | 4.80 5.00 5.20 5.40
MRS Y SRS | PENRARSSRSSE v N HE— m/z 59.00 59.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN R UL UL I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 20.80%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
310 IR U A RS
480 5.00 520 5.40
5000 41.0 m/z 58.00 17.26%
73.0
15.0 50.0 87.0 102.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L LB L B
43.0 480 5.00 520 5.40
m/z 41.00 8.68%
5000
101.0
15.0 270 6.0 71.0
"'P*"P'HHV"'ﬁ"'P'{'P"'W"'qugP"'ﬁ”"l' IR UL A RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.60 66.82 ng 1937340 1,4-Dichlorobenzene-d4 6.83
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 767 (6.598 min): BF099627.D (-763) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 R ERRRT R L
401 540 | | s10 | L 1150 6.20 6.40 6.60 6.80 7.00
A s B L e o B LA o B B m/z 68.10 35.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IIII|IIIIIIII|IIII|II
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 134.00 31.96%
S R RN WU N | N | S —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
R A REERL B
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.07%
41.0 97.0
117.0
54,0 81.0
e e e T e T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
240 m/z 96.00 13.91%
116.0
5000 98.0
SN NP A N 1 (Y RN
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.57 3.00 ng 128910 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 43
3 Benzene. (trimethoxvmethvl)- 182 C10H1403 000707-07-3 43
4 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 43
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43
Abundance Scan 1442 (10.569 min): BF099627.D (-1439) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
i 10120 1040 10580 1080
el 1260 1920 m/z 77.00 61.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 UV DN RS
10.20 10.40 10.60 10.80
51.0 m/z 182.10 45.24%
‘ , 910 | 1260 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10.20 10.40 10.60 10.80
5000 m/z 51.00 21.81%
51.0
140 37.0 91.0 1250 1540
miz--> 20 40 60 80 100 120 140 160 180
Abundance #46839: Benzene, (trimethoxymethyl)- R L e AR B
105.0 151.0 10.20 10.40 10.60 10.80
m/z 106.00 8.12%
77.0
5000
51.0 135.0
‘ 9#0
I ‘ | i | |
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.40 3.52 ng 91192 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 7-Nonenamide 155 C9H17NO 090949-53-4 72
3 Hexadecanamide 255 C16H33N0 000629-54-9 64
4 Dodecanamide 199 C12H25N0 001120-16-7 53
5 Tetradecanamide 227 C14H29NO 000638-58-4 53
Abundance Scan 1923 (13.398 min): BF099627.D (-1918) (-) m/z 59.00 100.00%
54.0
5000
A mmmar T
126.1 13.00 13.20 13.40 13.60 13.80
154.0 207.0 281.0 m/z 72.00 68.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 ABSUNBAUASUNNEUNS
1300 13.20 13.40 13.60 13.80
29.0 m/z 54.95 34.72%
: 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.05 29.55%
29.0 98.0 126.0 155.0
mmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide
59.0 13.00 13.20 13.40 13.60 13.80
m/z 43.05 22 .29%
5000
290 | ) | 860 1140 1490 1700 2120 255.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 2éo 280 1300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, n-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.40 ng 88264 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 94
4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 94
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 94
Abundance _Scan 1993 (13.810 min): BF099627.D (-1989) (-) m/z 57.05 100.00%
519 Jo70
5000
‘ I I 39.1 208.0 13.40 13.60 13.80 14.00 14.20
SR ' VS I R — - — m/z 83.10 95.66%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
5000

13.40 13.60 13.80 14.00 14.20
0 m/z 55.00 94.90%

169.
UL L 390 o amo s
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 83.0
R
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 88.60%
125.0
168.0 208-0238'0268.0
A e B B e
m/z--> 50 100 150 200 250 300 350
Abundance #159656: Acetic acid, chloro-, hexadecyl ester I H A R aaEE e
69.0 13.40 13.60 13.80 14.00 14.20
m/z 97.00 80.48%
5000
11.0
390 L | 1 1540 10402240 2600
] e L B e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.20 ng 133510 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2342 (15.862 min): BF099627.D (-2336) (-) m/z 57.10 100.00%
57.1
5000
99.1 A AR PR NN B

1411 1g30 0811 15.60 15.80 16.00 16.20
_— ,I| '. .1|, L 1932 2201 811 m/z 71.10 77.90%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 85.10 59.12%
270 | | | | | 110 1830 2250 266.0296.0
e R L A e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.05 57 .51%
99.0
27,0 141.0 1830 2250 281.0 3370  394.0
I e B E e e e
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane B A AR
57.0 15.60 15.80 16.00 16.20
m/z 55.00 22 .45%
5000
99.0
27r0 \ 9.41.0 197.0
S ) e — R ——————
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.35 5.96 ng 189341 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2425 (16.351 min): BF099627.D (-2420) (-) m/z 57.10 100.00%
571
5000
99.1 USRS N
l| “ 141 1 183 2 16.00 16.20 16.40 16.60
e e e B s mn m/z 71.10 74 .20%
m/z--> 50 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000
16.00 16.20 16.40 16.60
m/z 85.05 53.20%
99.0
2qoL ‘\“ | 4 ;4}0 1830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 360 3%0 460
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.10 52.32%
26.0 9.0 1410 1830 225.0 2820
m/z--> §o 160 1%0 200 250 300 350 460
Abundance #219831: Triacontane e
57.0 16.00 16.20 16.40 16.60
m/z 55.00 18.88%
5000
99.0
26.0) | |l . ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> % mo @ 2& 250 ﬁ 3% ﬁo mmmmmmmm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.93 6.72 ng 213315 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 86
3 Hexacosane 366 C26H54 000630-01-3 81
4 2-methvlhexacosane 380 C27H56 1000376-72-7 81
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 2523 (16.927 min): BF099627.D (-2515) (-) m/z 57.05 100.00%
57.0
5000
991 rTyrrrryrrrryrrrTrTrTTT
147.1 221.1 T T T T
281.0 355.0 429.0 16.60 16.80 17.00 17.20
may ‘], fa gl 3882, L TR0 wsz 71.10 77.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000
16.60 16.80 17.00 17.20
99.0 m/z 85.10 54 _47%
I ‘\ b i h\ | 1419 1830 2250 2820
m/z--> 100 150 260 250 360 3%0 460
Abundance
43.0
16.60 16.80 17.00 17.20
5000 85.0 m/z 43.05 53.27%
127.0 1830 555 2810 3379
miz-> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L L L L L B BB
57.0 16.60 16.80 17.00 17.20
m/z 55.00 20.82%
5000
99.0
B i] || | , 1410 1830 2250 267.0 309.0 367.0
m/z--> % 1& ﬁo ﬁ 2m %o @ 4& mmmmﬂmﬂm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.61 5.05 ng 160464 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2639 (17.609 min): BF099627.D (-2631) (-) m/z 57.10 100.00%
57.1
5000
o 17.20 17.40 17.60 17.80 18.00
41.1 . . . . .
il i e m/z 71.05  80.63%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000
17.20 17.40 17.60 17.80 18.00
99.0 m/z 85.05 56 .59%
2@“\ ) 1410 1830 2250 2670 3090 36503940
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
17.20 17.40 17.60 17.80 18.00
5000 m/z 43.05 49.24%
99.0
27.0 1410 1830 2250 267.0 300.0 352.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane Al B aE B
57.0 17.20 17.40 17.60 17.80 18.00
m/z 99.10 20.25%
5000
99.0
2710 ‘ I ﬂ L }41 -0 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 ﬁo 250 300 350 ' 17,20 17.40 17.60 17.80 18.00

8270-BF092317.M Thu Oct 19 20:25:13 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Cyclononasiloxane, octadeca... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.75 2.30 ng 73079 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si19 000556-71-8 86
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 59
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 45
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
Abundance Scan 2663 (17.751 min): BF099627.D (-2654) (-) m/z 221.10 100.00%
73.0 2211
147.1
5000 281.0 355.1
| 401 g3 17.40 17.60 17.80 18.00
-t - m/z 73.00 87.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73.0 147.0 221.0 429.0
355.0
5000 281.0 N DR UM IR SRR
17.40 17.60 17.80 18.00
m/z 147 .05 78 .06%
| a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 6%0
Abundance
30 40 2210
17.40 17.60 17.80 18.00
5000 2810 o0 m/z 355.10 41.97%
443.0
mz-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- R L
221.0 17.40 17.60 17.80 18.00
m/z 281.00 40.51%
73.0
5000 147.0
810 5410
L b \l l l t L 429.0 517'0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099627.D

Aca On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample = 15836-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Heptasiloxane, hexadecamethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.76 3.17 ng 100696 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 90
2 4-Hvdroxvbenzvl alcohol. bis(ter... 352 C19H3602Si2 1000364-43-9 38
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 Dithioervthritol. 0.0".S.S"-tetr... 442 C16H4202S2Si4 1000079-30-7 32
5 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N0O2Si2 1000079-52-1 32
Abundance Scan 2835 (18.762 min): BF099627.D (-2825) (-) m/z 221.05 100.00%
3.0 2211
147.0
5000 2810 3551
A
\ \ 429.1 18140 18.60 18.80 19.00
b L L Tm/z 73.00  79.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 147.0 RBARRUNABAUARS AR
2810 0 18.40 18.60 18.80 19.00
' m/z 147 .00 70.77%
R e e ""l — ‘hl ‘: : ulh‘\l Ihl‘hl : ILI Ihl‘hl R |4|29||O| — ||5:!-7||0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
221.0
18.40 18.60 18.80 19.00
5000 205.0 m/z 281.00 40.02%
73.0
29.0 1100 170 352.0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, ... LA B
147.0 2210 18.40 18.60 18.80 19.00
m/z 355.10 37 .40%
73.0
5000
279.0
28.0 | ‘ |
m/z--> 50 100 150 200 250 300 350 400 450 500 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101817\
Data File : BF099627.D

Acq On : 18 Oct 2017 19:51

Operator : SJ/JU

Sample - 15836-07

Misc :

ALS Vial : 10 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]
2-Pentanone, 4-hy... 5.05 10.8 ng 311745 1 6.83 579848 20.0
unknown6 .60 6.60 66.8 ng 1937340 1 6.83 579848 20.0
Benzophenone 10.57 3.0 ng 128910 3 9.86 859885 20.0
9-Octadecenamide, ... 13.40 3.5 ng 91192 5 13.99 518755 20.0
Heptafluorobutyri... 13.81 3.4 ng 88264 5 13.99 518755 20.0
Heneicosane 15.86 4.2 ng 133510 6 15.46 635008 20.0
Octacosane 16.35 6.0 ng 189341 6 15.46 635008 20.0
Eicosane 16.93 6.7 ng 213315 6 15.46 635008 20.0
2-methyloctacosane 17.61 5.0 ng 160464 6 15.46 635008 20.0
Cyclononasiloxane... 17.75 2.3 ng 73079 6 15.46 635008 20.0
Heptasiloxane, he... 18.76 3.2 ng 100696 6 15.46 635008 20.0
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