LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF062119.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 4.454 424 428 433 rVB 126575 156063 2.74% 0.308%
2 5.213 551 557 560 rBY 4241484 4345662 76.28% 8.578%
3 6.248 727 733 736 rBVY 4447436 4474578 78.54% 8.833%
4 6.278 736 738 744 rVB 113946 98749 1.73% 0.195%
5 6.378 750 755 758 rBVY 4984686 4731276 83.05% 9.340%
6 6.607 791 794 798 rBVY 1694261 1535701 26.96% 3.031%
7 6.766 817 821 824 rBVY 4398661 3807659 66.83% 7.516%
8 7.172 885 890 893 rBY 3071908 2926652 51.37% 5.777%
9 7.889 1008 1012 1015 rBV 2422815 1972339 34.62% 3.893%
10 8.966 1191 1195 1199 rBvY 5671382 5335588 93.65% 10.533%

11 9.095 1214 1217 1229 rVB 131812 141221 2.48% 0.279%
12 9.360 1258 1262 1274 rBV 766921 636605 11.17% 1.257%
13 9.636 1305 1309 1323 rVB 2685232 2286852 40.14% 4.514%
14 10.413 1437 1441 1445 rBV 3265623 3062907 53.76% 6.046%
15 11.107 1555 1559 1562 rBV 3022144 2472328 43.40% 4 _880%

16 12.695 1824 1829 1832 rBV 5771954 5697201 100.00% 11.246%
17 13.618 1982 1986 2000 rVB 189788 297141 5.22% 0.587%
18 13.724 2000 2004 2009 rBV 2483380 2235790 39.24% 4.413%
19 13.930 2036 2039 2042 rVB 103073 84727 1.49% 0.167%
20 14.236 2087 2091 2094 rBV 176393 177940 3.12% 0.351%

21 14.524 2137 2140 2144 rVB 334447 297909 5.23% 0.588%
22 14.589 2148 2151 2156 rBV 251684 239138 4._.20% 0.472%
23 14.824 2187 2191 2196 rBV 395836 465525 8.17% 0.919%
24 15.089 2231 2236 2243 rBV 1573962 1829207 32.11% 3.611%
25 15.159 2244 2248 2261 rVB 423552 615432 10.80% 1.215%

26 15.542 2308 2313 2319 rBV 285195 431316 7.57% 0.851%
27 15.983 2384 2388 2394 rBV 128704 211312 3.71% 0.417%
28 16.495 2473 2475 2484 rVB3 53060 91449 1.61% 0.181%

Sum of corrected areas: 50658267
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115167.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 10

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

4.45 2.03 ng 156063 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid. tris(trimethvlsil._. 342 C9H27As03Si13 055429-29-3 78
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 39
4 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 38
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 38

Abundance Scan 427 (4.448 min): BF1151(b67.D (-424) () m/z 207.00 100.00%
207
5000
% .. 133 191 420 4.40 460 480
TS LM A e || M7Z 208.00  22.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 U U L IR

420 4.40 4.60 4.80
m/z 209.00 14.01%

96
28 45 75 | 1151?3 163 1?1 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207
e
420 4.40 4.60 4.80
5000 m/z 190.90 9.79%
73 105 133 191
27 ™ ] {‘149165 L h 239 327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67013: 1H-Indole, 1-methyl-2-phenyl- B e ma
207 420 4.40 4.60 4.80

m/z 95.90 8.44%

5000

165
77 102 128 191

51
e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.38 Concentration Rank 1

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

6.38 61.62 ng 4731280 1,4-Dichlorobenzene-d4 6.61
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 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 755 (6.378 min): BF115167.D (-750) (-) m/z 132.00 100.00%
5000 68
40 o6 J 6.00 6.0 640 6.60 6.80
o | f7 s L asus Wl "n/z 68.00  38.020%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR AN SRS R
6.00 6.20 6.40 6.60 6.80
31 78 m/z 134.00 34.03%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 6.20 640 6.60 6.80
5000 67 m/z 66.00 24.92%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! L B N R
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.05 15.28%
5000 og M°
SN -NM 8 ‘ﬂQ7ILL N . - Il?? . SN A N | G
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 4 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.66 ng 297141 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 81
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76

Abundance Scan 1986 (13.618 min): BF115167.D (-1982) (-) m/z 57.00 100.00%

57

83

5000 4

-

13.40 13.60 13.80 14.00
m/z 43.00 79.19%

169 1971 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

=

5000 TT T T[T T I T [T T T T[T T TT[TT
13. 40 13 60 13. 80 14. OO
29 m/z 55.00 63.37%
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
R e R E e o R
13.40 13.60 13.80 14.00
5000 m/z 83.00 58.75%

139154 182197 204 252 280297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119526: 1-Dodecanol, 2-hexyl- T
57 13.40 13.60 13.80 14.00
m/z 71.00 57 .25%

-

5000

£

154 182197 224 25269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.26 ng 297909 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eilcosane 282 C20H42 000112-95-8 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2139 (14.518 min): BF115167.D (-2137) (-) m/z 57.00 100.00%

57
5000 85

14.20 14.40 14.60 14.80
141 169 211 267
...3.,.‘.-1] P T D L — m/z 71.10 71.12%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane

E

5000 85 LA L L L L L LB L L |
14.20 14.40 14.60 14.80
m/z 43.05 67.84%
29 13 44
L j ﬂ L 141,169 197 225 253 205 323 367
bl . R B ) A
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
R
85 14.20 14.40 14.60 14.80
5000 m/z 85.05 49_.07%
113
29 i 141
BB ET RNt R —
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T E A mm et
57 14.20 14.40 14.60 14.80
m/z 55.00 23.03%
85
5000
29 113
LU 77 M1 169 107 225 253 296
s e B REa e e R
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.61 ng 239138 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
4 6.11-Dimethvl-2.6.10-dodecatrien... 208 C14H240 1000196-53-3 59
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 2151 (14.589 min): BF115167.D (-2148) (-) m/z 69.00 100.00%
6o
e ML
I 14120 1440 1450 14,80 1500
b LB I 163189 217 243267 sl sz 81.00  52.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 AL BRI B UM
a1 14:20 14.40 14.60 14.80 15.00
m/z 41.00 22 .63%
9% 137
N d 417 | 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
1420 14.40 14.60 14.80 15.00
5000 m/z 95.00 14.10%
41
95 137
. 163 191 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A B
69 14.20 14.40 14.60 14.80 15.00
m/z 67.95 11.15%
5000
41
95
m/z--> 50 1(')0 1&1;0 200 250 300 350 400 14:20 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexadecane, 5-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.82 5.09 ng 465525 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2190 (14.818 min): BF115167.D (-2187) (-) m/z 57.05 100.00%
g7
85
5000
113 ' 14:60 14.80 15.00 15.20
141
AL 1161183 207 239 281 385 m/z 71.05 71.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
43
71
5000 L I B IR B
14.60 14.80 15.00 15.20
126 925 m/z 43.00 58.68%
— Ll LS u Ll 195183 | 253 280
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o ' 14:60 14.80 15.00 15.20
5000 m/z 85.10 52.09%
29 113
sy J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L L B L L L B
57 14.60 14.80 15.00 15.20
m/z 41.00 20.99%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115167.D

Aca On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 10 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.31 ng 211312 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2388 (15.983 min): BF115167.D (-2384) (-) m/z 57.00 100.00%
85
5000
M3 10 e 107 230 a0r 1560 1580 16,00 1620 1640
m/z 71.05 78.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AR AR R A B
15 60 15. 80 16. oo 16 20 16. 40
m/z 43.00 59.41%
29 Jll3 141
| .I | Il L .41?9 197 225 253 282
m/z--> §o 160 150 260 250 360 3éo 460
Abundance #219831: Triacontane
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 85.05 59.14%
113 141
29| | |l | J | 77,169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3éo 460
Abundance #185535: Heptadecane, 9-octyl- L B |
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 20.34Y%
113
e L AT 19 o7 2P 67 204 sz I
m/z--> 50 100 150 200 250 300 350 400 1560 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062419\
Data File : BF115167.D

Acq On : 25 Jun 2019 00:21

Operator : HP/JU

Sample - K3500-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, ... 4.45 2.0 ng 156063 1 6.61 1535700 20.0
unknown6 .38 6.38 61.6 ng 4731280 1 6.61 1535700 20.0
1-Heneicosanol 13.62 2.7 ng 297141 5 13.72 2235790 20.0
Hexacosane 14.52 3.3 ng 297909 6 15.09 1829210 20.0
Squalene 14.59 2.6 ng 239138 6 15.09 1829210 20.0
Hexadecane, 5-butyl- 14.82 5.1 ng 465525 6 15.09 1829210 20.0
Eicosane 15.98 2.3 ng 211312 6 15.09 1829210 20.0
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