LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

Sample : J1971-03

Misc :

ALS Vial : 24 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-BF031518.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 2.328 33 41 47 rVB 153255 211642 4_.75% 0.549%
2 5.228 530 534 543 rVB 195852 277367 6.23% 0.720%
3 5.604 592 598 601 rBY 3731178 4307031 96.70% 11.181%
4 5.916 649 651 660 rVB 81415 80408 1.81% 0.209%
5 6.598 760 767 770 rBV 3427267 4454187 100.00% 11.563%
6 6.745 786 792 795 rBV 4038617 4354304 97.76% 11.304%
7 6.969 827 830 834 rVB 1021655 892907 20.05% 2.318%
8 7.128 853 857 861 rBVY 3279380 3301479 74.12% 8.571%
9 7.539 921 927 930 rBVY 2582742 2836554 63.68% 7.364%
10 8.251 1044 1048 1052 rBvV 1387305 1185785 26.62% 3.078%

11 9.327 1226 1231 1234 rBV 4259806 4212783 94.58% 10.936%
12 9.716 1293 1297 1300 rBV 509741 383630 8.61% 0.996%

13 9.927 1329 1333 1336 rBvV 104391 79023 1.77% 0.205%
14 10.010 1343 1347 1351 rBV 1314956 1251963 28.11% 3.250%
15 10.427 1415 1418 1421 rVB 129522 96677 2.17% 0.251%

16 10.804 1478 1482 1486 rBV 2428715 2573773 57.78% 6.681%
17 10.904 1496 1499 1505 rVB 101447 103719 2.33% 0.269%
18 11.504 1597 1601 1604 rBV 1317539 1116683 25.07% 2.899%
19 12.016 1684 1688 1693 rBV 98322 101943 2.29% 0.265%
20 13.092 1867 1871 1875 rBV 3208677 3421909 76.82% 8.883%

21 13.974 2017 2021 2030 rBV 646202 627761 14.09% 1.630%
22 14.157 2047 2052 2055 rBV 1051676 941128 21.13% 2.443%
23 14.621 2126 2131 2134 rBV 94777 112387 2.52% 0.292%
24 14.921 2178 2182 2191 rBV 499988 578364 12.98% 1.501%
25 15.698 2308 2314 2325 rBV 579458 803394 18.04% 2.086%

26 16.221 2398 2403 2412 rBV2 77403 145321 3.26% 0.377%
27 17.880 2680 2685 2693 rVB9 30711 69268 1.56% 0.180%

Sum of corrected areas: 38521390
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

ﬁ?ggle ; J1971-03 SR
ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.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: BF103781.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\

Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

a?ggle ; J1971-03 Eeee Civias
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.33 4.74 ng 211642 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 41 (2.328 min): BF103781.D (-33) (-) m/z 73.10 100.00%
73
5000
43
55 87 Y N ——
&7 220 240  2.60
Ot bbb e e S L e e | M/z 43.05 33.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T e [

43 220 240 260
55 87 m/z 55.00 25.63%

29

0 | 35 \‘ 67 ||, 80
,,,,,,,,,,,,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

220 2.40 260

5000 M 55 m/z 87.10  24.47%
29
0 47 67 79 97 112 129
R Ll A B A BEARE G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T e
73 220 2.40 2.60

m/z 41.00 11.34%
5000 43

87

58
29
Ll

L | il I nm
LI L L L L L L L LB T T T LA B |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\

Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

a?ggle ; J1971-03 Eeee Civias
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.23 6.21 ng 277367 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 534 (5.228 min): BF103781.D (-530) (-) m/z 43.00 100.00%
43
59
5000
101
83 480 5.00 5.20 5.40 5.60
0....,....',':..-!|i....,-....-,....,....,....,....,....,2.0.7.. m/z 59.00 58.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrTprrTT T T T T T
480 5.00 520 5.40 5.60
59 m/z 101.00 21.14%
2\7\ Il H 70 83 1o
0""I"""I*'"'I""I"""I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540 560
5000 m/z 58.00 17.50%
101
15 31 %8 69 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8387: 2-Pentanol, 2,4-dimethyl- T REaan B
59 480 5.00 520 5.40 5.60
m/z 41.00 8.14%
5000
43
- ‘ ‘ o 101
0"'1'5I""""I"""l‘i"7:'l"l""'l""l""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\

Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

a?ggle ; J1971-03 Eeee Civias
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 3 unknown6.75 Concentration Rank 1

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

6.75 97.53 ng 4354300 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF103781.D (-786) (-) m/z 132.00 100.00%
32
5000
68
% 6.40 6.60 6.80 7.00
40 54 75 104 : . . .
o....,...:;-:..“ﬁ::..??:ln.',..'..,..5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 134.00  33.97%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DA S SR
6.40 6.60 6.80 7.00
2 78 m/z 68.00 32.36%
i
O T T T T T T T e T e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.01%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B L
132 6.40 6.60 6.80 7.00
o7 m/z 96.00 13.36%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\

Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

a?ggle ; J1971-03 Eeee Civias
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.97 13.34 ng 627761 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 2020 (13.968 min): BF103781.D (-2017) (-) m/z 57.05 100.00%

5000

P, -
L L B O O O B B

13.60 13.80 14.00 14.20

153168 229

196

(0} m/z 83.10 97 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
83
4
5000 LA L L L L L LB
13.60 13.80 14.00 14.20
m/z 55.00 93.46%
0 26 AL 126 153168 106 223 252 280
RRRRAR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
ST T T O
41 13.60 13.80 14.00 14.20
5000 111 m/z 43.05 91.40%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1 T TR T
55 13.60 13.80 14.00 14.20
m/z 69.05 84 _86%
4
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

Sample : J1971-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 Heptadecyl trifluoroacetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.39 ng 112387 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
Abundance Scan 2131 (14.621 min): BF103781.D (-2126) (-) m/z 57.00 100.00%
57 83

5000 111

-

1153 177 207 281 397 14.40 14.60 14.80 15.00
0 i st m/z 83.00 90.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate

97

2

5000 LA B L L L L L L LB
14.40 14.60 14.80 15.00
29 125 m/z 55.00 88.64%
0 \‘ \‘\ i H \‘\ \‘ ‘\ h 1?4 182 210 238 283 334
A T e
m/z--> 50 1 150 200 250 300 350 400
Abundance
57 83
ST T
14.40 14.60 14.80 15.00
5000 11 m/z 97.05 83.19%
29
o 139 168 210 238 266 295
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 e A R
14.40 14.60 14.80 15.00
m/z 43.05 81.11%
5000

-

167 195 222 250 280 308 336
R

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\

Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

a?ggle ; J1971-03 Eeee Civias
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.92 12.29 ng 578364 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 78
3 Dodecanamide 199 C12H25N0 001120-16-7 38
4 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 38
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 38

Abundance Scan 2182 (14.921 min): BF103781.D (-2178) (-) m/z 59.00 100.00%

59

5000

-

14.60 14.80 15.00 15.20
m/z 72.00 75.41%

ol 154 184 221240 263 294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59

5000 41 LA L L L L LB LB L BB
14160 1480 15.00 15 20
m/z 55.00 46 .80%
ol 18 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
e
a 14.60 14.80 15.00 15.20
5000 m/z 41.00 29.03%

137

8 112

154 193 221240 277294 320337

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #60440: Dodecanamide I e
59 14.60 14.80 15.00 15.20

m/z 43.10 28.78%
5000
28
0 ‘ ‘ 86 128 ]_56 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\

Data File : BF103781.D

Aca On : 20 Mar 2018 2:45

Operator : JU/SJ

a?ggle ; J1971-03 Eeee Civias
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.22 3.62 ng 145321 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 89
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 86
5 Octacosanol 410 C28H580 000557-61-9 86
Abundance Scan 2403 (16.221 min): BF103781.D (-2398) (-) m/z 57.05 100.00%
5783
5000 111
19165 507 g 16100 16,20 1640 1660
ol L . m/z 83.00 78.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 R U SRR BN B
125 16.00 16.20 16.40 16.60
m/z 97.05 78 .53%
L2 \“ | L L 35 161 200 23 54 752 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
o7 " 16.00 16,20 16.40 16.60
5000 m/z 43.10 76.28%
125
o 29 153 181 224250 280 308 353 454
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol N B B !
83 16.00 16.20 16.40 16.60
m/z 69.00 73.72%
- | wvww¢MWWunp~A}\k“ﬂwahpMAmwﬁ
29
ol Ikl J}T9.1§7 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\

Data File : BF103781.D

Acq On : 20 Mar 2018 2:45

Operator : JU/SJ

a?ggle ; J1971-03 Eeee Civias
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
Quant Title : 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... 2.33 4.7 ng 211642 1 6.97 892907 20.0
2-Pentanone, 4-hy... 5.23 6.2 ng 277367 1 6.97 892907 20.0
unknown6.75 6.75 97.5 ng 4354300 1 6.97 892907 20.0
5-Eicosene, (E)- 13.97 13.3 ng 627761 5 14.16 941128 20.0
Heptadecyl triflu... 14.62 2.4 ng 112387 5 14.16 941128 20.0
9-Octadecenamide, ... 14.92 12.3 ng 578364 5 14.16 941128 20.0
1-Heptacosanol 16.22 3.6 ng 145321 6 15.70 803394 20.0

8270-BF031518.M Tue Mar 20 14:46:37 2018 Page: 10



