LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.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 2.334 34 42 49 rVB 395730 531265 14.01% 1.735%
2 3.616 258 260 275 rBV 31900 74451 1.96% 0.243%
3 5.222 529 533 544 rVB 100233 147934 3.90% 0.483%
4 5.598 592 597 600 rBVY 2994380 3133990 82.63% 10.234%
5 6.598 761 767 777 rBV 2995757 3486834 91.94% 11.386%
6 6.739 786 791 794 rBVY 3358901 3379442 89.11% 11.035%
7 6.969 826 830 833 rBV 739199 591009 15.58% 1.930%
8 7.128 852 857 860 rBVY 2940397 2622893 69.16% 8.565%
9 7.533 920 926 929 rBVY 2107126 2097388 55.30% 6.849%
10 8.251 1044 1048 1061 rBV 851788 775627 20.45% 2.533%

11 9.327 1226 1231 1234 rBV 4310422 3792643 100.00% 12.385%
12 9.716 1293 1297 1307 rBV 512796 452986 11.94% 1.479%
13 10.010 1343 1347 1358 rVB 952296 847905 22.36% 2.769%
14 10.804 1478 1482 1495 rBV 1962717 1833023 48.33% 5.986%
15 11.504 1597 1601 1609 rBV 861498 750202 19.78% 2.450%

16 13.092 1866 1871 1874 rBV 2947245 2690633 70.94% 8.786%
17 13.968 2017 2020 2030 rBV 148315 174758 4.61% 0.571%
18 14.151 2047 2051 2058 rBV 565896 547712 14.44% 1.789%
19 14.286 2071 2074 2079 rBV 120742 107746 2.84% 0.352%
20 14.592 2123 2126 2135 rVB 221629 204157 5.38% 0.667%

21 14.915 2177 2181 2185 rBV 291801 307673 8.11% 1.005%
22 14.992 2191 2194 2199 rVB 83492 85338 2.25% 0.279%
23 15.268 2237 2241 2246 rVB 361968 393154 10.37% 1.284%
24 15.680 2304 2311 2319 rBV2 491039 888042 23.41% 2.900%
25 16.133 2382 2388 2395 rVB 242950 378308 9.97% 1.235%

26 16.674 2474 2480 2492 rVB 123576 224363 5.92% 0.733%
27 17.303 2582 2587 2597 rVB2 46350 104455 2.75% 0.341%

Sum of corrected areas: 30623931
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110274.D
4000000

6.74

3000000 5.60 6.60 7.13

7.53
2000000

1000000

2.33
) 362 sz2 || L

e L

T
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: BF110274.D

4000000

3000000 13.09

2000000 10.80

1000000 8.25 10.01 11.50
9.72

L

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110274.D

4000000
3000000
2000000

1000000

14.15 15.68
1459 1492 1527 /\ 16.13

13.97 f\ 14.29 16.67
I\ 4.99 f\ A A 17.30
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T I T T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF102318_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 3

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

2.33 17.98 ng 531265 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27

Abundance Scan 41 (2.328 min): BF110274.D (-34) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
220 240  2.60 '
N L B s B m/z 43.05 41.24%
m/z--> 10 20 30 40 5 60 70 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 N S
43.0 220 240 260
-~ 550 87.0 m/z 55.10 28.94%
29.0 ‘
”l"”|"”h"“WhJ“|"”|"”|"”|"”|"”|"'
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0 /\
L N
41.0 550 87.0 220 240 260
5000 : m/z 87.10 25.24%
29.0
"I}ﬁql"'W"'I”"I"”I""P"'I”"I'QZQ"'
m/z--> 10 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2—methy|— T L B B R T T T
73.0 220 240 260
m/z 41.05 13.28%
5000 43.0
58.0
"P"'I”'Hf'”'I**”I"'W""P*"I”'hl'”'l"' N N S
m/z--> 10 20 30 40 50 70 90 100 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 (S)-(+)-1,2-Propanediol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

362 252ng 74451  1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 74
-(-)-1.2-propanediol 76 C3H802 004254-14-2 64
-Pentanol 88 C5H120 006032-29-7 9
-Butanol . (R)- 74 C4H100 014898-79-4 9
ropylene Glycol 76 C3H802 000057-55-6 9

abrwNPE
TNNTTA

Abundance Scan 261 (3.622 mln) BF110274.D (-258) (-) m/z 45.10 100.00%

435.1
5000 IL

60.9 320 340 360 380 400
39.0 50.9
..,....,....,....,....,....,....,....,.:I!....,....,.:..,'....,....,....,....,.5.‘.4.-,9...,....,. m/z 43.00 18.23%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #946: (S)-(+)-1,2-Propanediol
45.0

5000 S ....,....,....,...
320 340 3.60 3.80 4.00

m/z 60.90 6.61%

190 320 390]| 550610 75.0
T T T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #944: R-(-)-1,2-propanediol
45.0
BRE S E e as
3.20 3.40 3.60 3.80 4.00
5000 m/z 44.00 6.56%
9.0 29.0
130290 | se0f| 550610 760
T T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2094: 2-Pentanol
45.0 3.20 3.40 3.60 3.80 4.00
m/z 57.00 3.59%
5000
150 20 390 >0
1m0 L, | 61.067.0 >0 81.087.0
PP P P A T P e e e R e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 320 340 3.60 380 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.22 5.01 ng 147934 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 35
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 533 (5.222 min): BF110274.D (-529) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 SR LRSS SRR
| 83.0 | 480 5.00 5.20 5.40 5.60
S EEENESASESSEDY N 1 HSESMIMESSTY | UMMM UMM m/z 59.00 55.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A SRR UL SRR
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.10 17.93%
200 | 510 || 600 830910 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.00 14.16%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester T BRaa B
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.91%
5000 57.0
29.0
‘ ‘ 101.0
'“|""w"hﬂ“"“*'“l'“"w'"|“Zq?"“|"'wt"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.74 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.74 114.36 ng 3379440 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 791 (6.739 min): BF110274.D (-786) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 540 o J T b0 oh 750
B | — m/z 68.10 42.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 UM S N R

6.40 6.60 6.80 7.00
m/z 134.00 32.98%

31.0 510

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e s R
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 27.57%
S NV { SRR A 1)
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.17%
117.0
5000
39.0 91.0
o T
,.h..u.NM.VW..JH.u:.,ﬂ..l\.P‘.,....,....,.... L SR
m/z--> 20 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octatriacontyl pentafluorop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.38 ng 174758 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
2 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
Abundance Scan 2020 (13.968 min): BF110274.D (-2017) (-) m/z 57.10 100.00%
57.1
5000 M
11 LU BRI U
l 1791 13.60 13.80 14.00 14.20
'”'I“'PJAﬁ'“P'”I“”I““I”'W“'W”'W'“W'”W'”'P”'I m/z 43.05 71.36%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
5000 AR A B UM
10 13.60 13.80 14.00 14.20
m/z 55.05 58.19%
) | 167.0 225.0281.0 341.0 401.0 460.0 532.0 678.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240356: Hexacosy! heptafluorobutyrate
57.0
13.60 13.80 14.00 14.20
0
5000 1o m/z 71.10 51.37%
J 13169022202780 364.0 560.0
mz-> 0 50 160 150 200 250 300 3éo 400 450 500 550 600 650
Abundance #238675: Heptacosy! pentafluoropropionate B L S Mt
57.0 13.60 13.80 14.00 14.20
m/z 83.10 44 _64%
- Il MMLL/"
| ‘l 167.0222.0278.0 378. 0 524.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.93 ng 107746 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2075 (14.292 min): BF110274.D (-2071) (-) m/z 57.10 100.00%

57.1
AL
st 114,00 14.20 14.40 14.60
141 1 1832 :
....,.'.~.a.~'|“ A, 202 m/z 71.10 65.31%

m/z--> 50 100 150 200 250 300 350 400

Abundance #141426: Heneicosane

e

5000 L B e e e B BRI
14. OO 14 20 14. 40 14 60

99.0 m/z 43.10 59.81%

2500, | J | }4}9 183.0 225.0 296.0
T pt T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0

14.00 14 20 14. 40 14.60

5000 m/z 85.10 45_.62%
99.0
Ly A | Jaro 1830 2250 267.0 3090 3510 422.0
LI e B e o - { | L B L B B s B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rwv—v—wv—’v-—'
57.0 14.00 14.20 14.40 14.60

m/z 41.00 25.33%

5000
25/0 || 4 1410 1830 225.0 267.0 309.0 380.0 t4~w~

m/z--> 50 100 150 200 250 300 350 400 14. OO 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .59 7.45 ng 204157 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87

Abundance Scan 2126 (14.592 min): BF110274.D (-2123) (-) m/z 57.05 100.00%

57.0
5000 85.0

13. 14.20 14.40 14.60 14.80 15.00
| 1412 1832
e ']1 322150 2670 344 m/z 71.05 64.31%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

E

5000 85.0 AR A
1420 1440 14,60 14.80 15.00

m/z 43.05 61.71%

29.0] 1
° lﬂ.l 141.0160.0197.0225.02530  206,0323.0 _ 367.0
—— — i L e B e e e e .
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
B B S e
85.0 14.20 14.40 14.60 14.80 15.00
5000 ' m/z 85.05 47 .31%
29.0 13.0
1L [ ) 410160.0197.0225.0253.0 _296.0
— ..,.... — B B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane O B o e e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.05 24 .96%
- T ML@JLA——A-/\\
13.0
|| f 40 183.0211.0230.0067.0 3100
i = R AN RE S T
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14. 80 15. 00

8270-BF102318.M Tue Oct 30 16:06:02 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .92 11.23 ng 307673 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2182 (14.921 min): BF110274.D (-2177) (-) m/z 57.10 100.00%

57.1
5000 ﬂ;

99.1 T
| |, 1551 2111 080 1 14,60 14.80 15.00 15.20

RNy et e hg 71,10 66, 70%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0

5000
14.60 14.80 15.00 15.20
m/z 43.05 58.09%

99.0
27‘r0| ] J e 1410 1830 225.0 281.0 337.0 394.0
i T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

14.60 14. 80 15. 00 15.20

5000 m/z 85.10 50.25%
99.0
CU L]y 2410 1830 2250 267.0 3090  367.0
et e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14.60 14.80 15.00 15.20

m/z 55.10 22 .46%

5000
99.0
27,0 141.0 183 0 225.0 266.0296.0

\]lJ:‘JJ

m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15 20

8270-BF102318.M Tue Oct 30 16:06:03 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.27 8.85 ng 393154 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2241 (15.268 min): BF110274.D (-2237) (-) m/z 57.10 100.00%

57.1
5000

99.0
141 1 15.00 15.20 15.40 15.60
|, | 1‘ | g 0% 1832 2252 2672 | hzz 71.10  65.720%

i

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
15.00 15.20 15.40 15.60
99.0 m/z 43.10 62.57%
|Jjjﬂdmw1%onm2mom% 367.0
L L e B : I e e B e e SRR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T T T T
15.00 15.20 15.40 15.60
5000 m/z 85.10 47.05%
99.0
2700 | || | | 1410 1830 2250 281.0  337.0 394.0
e I e o e e e T L e e e o e e |
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane N N R L L B
57.0 15.00 15.20 15.40 15.60
m/z 55.05 23.42%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960

m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.13 8.52 ng 378308 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2388 (16.133 min): BF110274.D (-2382) (-) m/z 57.10 100.00%

57.1
5000

99.1 LI L L L L B LB |

15.80 16.00 16.20 16.40
155.1 1971
- ,I. Ly, 2t 1ora2s01 080 T 43 10 59.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LA L L L L B LB LB |
15.80 16.00 16.20 16.40
99.0 m/z 71.10 58.92%
15.0] | ] | 1419 183.0 225.0 296.0
B e T L e B o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
B ARAEEEEEEE e
15.80 16.00 16.20 16.40
5000 m/z 85.10 46.48%
99.0
L) 1410 1830 2250 267.0 309.0 367.0
A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane A EEEaEwsassema
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.35%
5000

F

9.0
gl JLJ 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 12 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.67 5.05 ng 224363 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2479 (16.668 min): BF110274.D (-2474) (-) m/z 57.05 100.00%

5000

:

16.40 16.60 16.80 17.00
m/z 71.05 63.98%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5

16.40 16.60 16.80 17.00
m/z 43.05 56.78%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

:

Abundance #223851: Hentriacontane
57.0
R EERERE SRR R
16.40 16.60 16.80 17.00
5000 m/z 85.10 46.66%
13.0
, ,169.0 225, 0 309 0 365.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane e e e e
57.0 16.40 16.60 16.80 17.00

m/z 55.00 17.96%

%

5000

%

13.0
| 169.0 2250 2810 337.0 4220

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16. 60 16. 80 17. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110274.D

Aca On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample : J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.30 2.35 ng 104455 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Heneicosane 296 C21H44 000629-94-7 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 5.5-DibutviInonane 240 C17H36 006008-17-9 80
5 Octadecane 254 C18H38 000593-45-3 78

Abundance Scan 2586 (17.297 min): BF110274.D (-2582) (-) m/z 57.00 100.00%

57.0
5000 '

17.00 17.20 17.40 17.60
m/z 43.10 65.72%

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane

571.0

85.0
5000 R AR AR BN AR
17.00 17.20 17. 40 17. 60
29.0 130 m/z 71.10 59.53%
I ] iy 141.0169.0197.0  240.0

m/z--> 50 100 15|O 2(I)O 25|O 3(I)O 35|O
Abundance #141426: Heneicosane

57.0

T

17.00 17.20 17.40 17.60

85.0

5000 ' m/z 85.10 53.42%
29.0 30
Ll ] 41:0160.0197.0225.0253.0 296.0
S D e e
miz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R ERE REmEEE R
57.0 17.00 17.20 17.40 17.60
m/z 99.10 21.99%
5000 85.0
113.0
29.0| L | L[] 41:0169.0107.0225.02530 2950 366.0
e e e A
miz--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102918\
Data File : BF110274.D

Acq On : 29 Oct 2018 20:51

Operator : JU/SJ

Sample - J5665-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 18.0 ng 531265 1 6.97 591009 20.0
S)-(+)-1,2-Propa... 3.62 2.5 ng 74451 1 6.97 591009 20.0
2-Pentanone, 4-hy... 5.22 5.0 ng 147934 1 6.97 591009 20.0
unknown6.74 6.74 114.4 ng 3379440 1 6.97 591009 20.0
Octatriacontyl pe... 13.97 6.4 ng 174758 5 14.15 547712 20.0
Heneicosane 14 .29 3.9 ng 107746 5 14.15 547712 20.0
Hexacosane 14.59 7.5 ng 204157 5 14.15 547712 20.0
Octacosane 14.92 11.2 ng 307673 5 14.15 547712 20.0
Triacontane 15.27 8.8 ng 393154 6 15.69 888042 20.0
Hentriacontane 16.13 8.5 ng 378308 6 15.69 888042 20.0
Tetratetracontane 16 .67 5.0 ng 224363 6 15.69 888042 20.0
Heptadecane 17.30 2.4 ng 104455 6 15.69 888042 20.0
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