LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.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 5.457 568 573 576 rBY 1398909 1395392 73.40% 8.482%
2 6.469 741 745 757 rBVY 1695399 1609579 84.67% 9.784%
3 6.610 765 769 773 rBVY 1746030 1550885 81.58% 9.427%
4 6.845 805 809 812 rBV 553427 432714 22.76% 2.630%
5 7.004 832 836 839 rBVY 1245318 1103489 58.05% 6.708%
6 7.398 899 903 906 rBVY 1097557 926515 48.74% 5.632%
7 8.128 1023 1027 1030 rBV 741480 578113 30.41% 3.514%
8 9.198 1206 1209 1212 rBV 1982613 1544326 81.24% 9.387%
9 9.586 1272 1275 1281 rBV 130493 121039 6.37% 0.736%
10 9.881 1321 1325 1328 rBV 822952 728861 38.34% 4._.430%

11 10.663 1454 1458 1469 rBV 1194214 1071549 56.37% 6.513%
12 11.357 1573 1576 1579 rBV 958358 824364 43.36% 5.011%

13 11.886 1663 1666 1669 rBV2 63131 64775 3.41% 0.394%
14 12.569 1779 1782 1785 rVB 84281 77211 4._.06% 0.469%
15 12.792 1818 1820 1824 rVB 63315 57603 3.03% 0.350%

16 12.939 1841 1845 1848 rBV 2253076 1901008 100.00% 11.555%
17 13.833 1994 1997 2006 rVB 313338 351128 18.47% 2.134%
18 13.986 2019 2023 2027 rBV 799133 769177 40.46% 4._.675%
19 14.157 2050 2052 2057 rVB2 52401 48950 2.57% 0.298%
20 14.463 2101 2104 2107 rBVZ2 97336 105254 5.54% 0.640%

21 14.763 2153 2155 2162 rVV2 80902 86744 4._.56% 0.527%
22 14.839 2165 2168 2174 rVB 80473 89852 4.73% 0.546%
23 15.098 2209 2212 2215 rBV 93318 100374 5.28% 0.610%
24 15.439 2266 2270 2274 rBV 548582 695662 36.59% 4.229%
25 15.474 2274 2276 2285 rVB2 95092 127306 6.70% 0.774%

26 15.904 2346 2349 2353 rBV2 60794 89537 4.71% 0.544%

Sum of corrected areas: 16451407
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116749.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.61 Concentration Rank 1

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

6.61 71.68 ng 1550890 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 769 (6.610 min): BF116749.D (-765) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80 7.00
B E e m/z 68.10 42 .98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R IR UL UL I
6.0 6.40 6.60 6.80 7.00
31 78 m/z 134.00 31.85%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.51%
N ...,....,.?% . W97.M‘. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LSS LN L N BN
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.86%
5000
66
'"'I""I"‘l"l""I""I'l‘IIIIIIIIIIIII [rerrprrrrrtr T T T T
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 9.13 ng 351128 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1996 (13.827 min): BF116749.D (-1994) (-) m/z 83.10 100.00%
57
RIS BRI SO B I
3 139 168 200 230 13.60 13.80 14.00 14.20
S 229 281 301 m/z 57.05 99.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000 UL BRI SO B B
13.60 13.80 14.00 14.20
29 m/z 69.10 91.43%
139
167 196 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 88
"' 13.60 13.80 14.00 14.20
5000 m/z 43.10 90.67%
29
I 139 168 106 238 266 MwﬁMdkfwmwhvwf\nvmwwuwﬂﬂw,&
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosy! formate R AEEmEEES L
57 83 13.60 13.80 14.00 14.20
m/z 55.00 88.37%
167 196 222 266 294 322340
m/z--> 25&60mmmmmmmmmmnmm%wmmmmmo 1ﬁmﬁmﬁmm%

8270-BF083019.M Tue Sep 03 17:03:51 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.74 ng 105254 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Octadecane 254 C18H38 000593-45-3 89
3 2-methvlhexacosane 380 C27H56 1000376-72-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 2104 (14.463 min): BF116749.D (-2101) (-) m/z 57.10 100.00%
57
5000
113 114.20 14.40 14.60 14.80
155 1gp 207225 254 : : : :
N u 284 3% 3% m/z 71.05 77.12%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 L LU UL UM U
14.20 14.40 14.60 14.80
29 m/z 85.05 56.24%
L Lo 1}3..141 169 197 240
m/z--> 50 100 1éo 200 250 300 350
Abundance #105886: Octadecane
57
114.20 14.40 14.60 14.80
5000 85 m/z 43.05 54 _.15%
29
[hLy 104 160 107 205 254
m/z--> 50 100 1éo 260 250 300 350
Abundance #202663: 2-methylhexacosane e  RRRaE Bam s
57 14.20 14.40 14.60 14.80
m/z 83.10 29_.37%
85
5000
29 ‘ ‘ { }J L. L 169 197 225 253 281 309 337 365
m/z--> 50 100 1éo 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\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.49 ng 86744 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Docosane 310 C22H46 000629-97-0 78
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 78
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 2155 (14.763 min): BF116749.D (-2153) (-) m/z 57.10 100.00%
57
85
5000
141162 197 14.40 14.60 14.80 15.00
i 326 m/z 71.10 81.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 U UREL B B
mmmmmmmm
m/z 85.10 69.10%
113 141
29| { | | J | 1169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #194493: Hexacosane
57
14.40 14.60 14.80 1500
5000 85 m/z 43.10 53.36%
29 113 141
CHLL g 169 197 225 253 295 323 367
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #153223: Docosane R AR EEEEE T
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .93%
5000 85
113
m/z--> éo 160 1éo 260 250 300 3éo 460 1450 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.84 2.58 ng 89852 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 80
2 4.8.12-Tetradecatrienal. 5.9.13-_... 248 C17H280 066408-55-7 72
3 Saualene 410 C30H50 000111-02-4 72
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 72
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2168 (14.839 min): BF116749.D (-2165) (-) m/z 69.05 100.00%
6o
5000
1 137 "al80 14130 1500 15,20
175 235 : - :
— -.|-,-'.-' b 328 G5 201 235299282303 3%5 | uzo7 81,05  55.500%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L I SRR UL SRR
14,60 14.80 15.00 15.20
41 m/z 41.10 21.13%

| d 117 1 163 191 217 245 273 299 341 367 410

m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69
b RRREE EE s
a1 14.60 14.80 15.00 15.20
5000 m/z 95.10 14.51%
ol s e s 2w
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene b RRREE EE s
69 14.60 14.80 15.00 15.20
m/z 68.05 11.34%
s000{ 4!
95
T j ;17 , ‘161 191 217 273 299 341 367 410
A , I B e = b RRREE EE s
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 2.89 ng 100374 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
Abundance Scan 2212 (15.098 min): BF116749.D (-2209) (-) m/z 57.10 100.00%
57
85
5000
141 174 202 223 269 14.80 15.00 15.20 15.40
. 28 34 3 "w/z 71.10 85.43%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 AL DR AU B B
14.80 15.00 15.20 15.40
29 m/z 85.10 66.95%
L M3 141 160 107 268
m/z--> 55 160 1%0 260 250 300 350
Abundance #83028: Hexadecane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 66 .35%
20 | | | ) M3 14 169 197 226
m/z--> 55 160 1%0 260 2%0 300 350
Abundance #156549: Methoxyacetic acid, 4-hexadecy! ester R R R
57 | 85 14.80 15.00 15.20 15.40
m/z 55.00 28.80%
5000
117 225
29 141 197 243
.“.‘ Ill}II‘I‘I QLH.”. Il |“.1?9..J|..H..‘ .2(?9.. ——— ; I o
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116749.D

Aca On : 1 Sep 2019 18:15

Operator : HP/JU

Sample : K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 8 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.57 ng 89537 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 83
3 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2348 (15.898 min): BF116749.D (-2346) (-) m/z 57.10 100.00%
g7
5000
4 113131 156 178197 17235 269 208316 355 I].ISG:OI I:I.I58I0I I:I.éi()l()I ;I.éZIOI -
m/z 71.05 73.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 R A AN BN B
15.60 15.80 16.00 16.20
m/z 43.00 49 .36%
29 l 113 141
A .Il .I I II Lo 1(439 . 197 225 253 2§2
m/z--> 55 160 150 200 250 300 3éo
Abundance #194493: Hexacosane
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 40.82%
i i Iy M3, 141 160 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance #164585: 5-Butyl-5-ethylheptadecane R R R
57 15.60 15.80 16.00 16.20
m/z 83.10 26.78%
5000 85
‘ 113 155
Lo T | ams 2w gy 27 2
m/z--> 5'0 1(')0 150 200 25'30 300 3&'30 15.|60 15.|80 16.|00 16.|20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090119\
Data File : BF116749.D

Acq On : 1 Sep 2019 18:15

Operator : HP/JU

Sample - K4548-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6 .61 6.61 71.7 ng 1550890 1 6.85 432714 20.0
1-Heneicosanol 13.83 9.1 ng 351128 5 13.99 769177 20.0
Heptadecane 14 .46 2.7 ng 105254 5 13.99 769177 20.0
Triacontane 14.76 2.5 ng 86744 6 15.44 695662 20.0
Supraene 14.84 2.6 ng 89852 6 15.44 695662 20.0
Nonadecane 15.10 2.9 ng 100374 6 15.44 695662 20.0
Eicosane 15.90 2.6 ng 89537 6 15.44 695662 20.0
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